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METHOD OF INHIBITING CATHEPSIN K 

5 field Qf the Invention 

This invention relates to a method of inhibiting cathepsin K by administering 
compounds with certain structural, physical and spatial characteristics that allow for 
the interaction of said compounds with specific residues of the active site of the 
enzyme. This interaction between the compounds of this invention and the active 
10 site inhibits the activity of cathepsin K and these compounds are useful for treating 
diseases in which said inhibition is indicated, such as osteoporosis and periodontal 
disease. This invention also relates to a novel crystalline structure of cathepsin K, 
the identification of a novel protease catalytic active site for this enzyme and 
methods enabling the design and selection of inhibitors of said active site. 

15 

Background of the Invention 
Cathepsin K is a member of the family of enzymes which are part of the 
papain superfamily of cysteine proteases. Cathepsins B, H, L, N and S have been 
described in the literature. Recently, cathepsin K polypeptide and the cDNA 

20 encoding such polypeptide were disclosed in U.S. Patent No. 5,501 ,969 (called 
cathepsin O therein). Cathepsin K has been recently expressed, purified, and 
characterized. Bossard, M. J., et al., (1996) /. BioL Chenu 271, 12517-12524; 
Drake, F.H.^ et al., (1996) /. BioL Chem. 271, 1251 1-12516; Bromme, D., et al., 
(1996) / BioL Chenu 271, 2126-2132. 

25 Cathepsin K has been variously denoted as cathepsin O, cathepsin X or 

cathepsin 02 in the literature. The designation cathepsin K is considered to be the 
more appropriate one (name assigned by Nomenclature Committee of the 
International Union of Biochemistry and Molecular Biology). 

Cathepsins of the papain superfamily of cysteine proteases function in the 

30 normal physiological process of protein degradation in animals, including humans, 
e.g., in the degradation of connective tissue. However, elevated levels of these 
enzymes in the body can result in pathological conditions leading to disease. Thus, 
cathepsins have been implicated in various disease states, including but not limited 
to, infections by Pneumocystis carinii, trypsanoma cruzi, trypsanoma brucei brucei, 

35 and Crithidia fusiculata; as well as in schistosomiasis malaria, tumor metastasis, 
metachromatic leukodystrophy, muscular dystrophy, amytrophy, and the like. See 
International Publication Number WO 94/04172, published on March 3, 1994, and 
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references cited therein. See also European Patent Application EP 0 603 873 Al, 
and references cited therein. Two bacterial cysteine proteases from P. gingivallis, 
called gingipains, have been implicated in the pathogenesis of gingivitis. Potempa, 
J., et al. (1994) Perspectives in Drug Discovery and Design, 2, 445-458. 
5 Cathepsin K is believed to play a causative role in diseases of excessive bone 

or cartilage loss. Bone is composed of a protein matrix in which spindle- or plate- 
shaped crystals of hydroxyapatite are incorporated. Type I Collagen represents the 
major structural protein of bone comprising approximately 90% of the structural 
protein. The remaining 10% of matrix is composed of a number of non-collagenous 
10 proteins, including osteocalcin, proteoglycans, osteopontin, osteonectin, 

thrombospondin, fibronectin, and bone sialoprotein. Skeletal bone undergoes 
remodeling at discrete foci throughout life. These foci, or remodeling units, undergo 
a cycle consisting of a bone resorption phase followed by a phase of bone 
replacement. 

15 Bone resorption is carried out by osteoclasts, which are multinuclear cells of 

hematopoietic lineage. The osteoclasts adhere to the bone surface and form a tight 
sealing zone, followed by extensive membrane ruffling on their apical (i.e., 
resorbing) surface. This creates an enclosed extracellular compartment on the bone 
surface that is acidified by proton pumps in the ruffled membrane, and into which 

20 the osteoclast secretes proteolytic enzymes. The low pH of the compartment 

dissolves hydroxyapatite crystals at the bone surface, while the proteolytic enzymes 
digest the protein matrix. In this way, a resorption lacuna, or pit, is formed. At the 
end of this phase of the cycle, osteoblasts lay down a new protein matrix that is 
subsequently mineralized. In several disease states, such as osteoporosis and Paget's 

25 disease, the normal balance between bone resorption and formation is disrupted, and 
there is a net loss of bone at each cycle. Ultimately, this leads to weakening of the 
bone and may result in increased fracture risk with minimal trauma. 

The abundant selective expression of cathepsin K in osteoclasts strongly 
suggests that this enzyme is essential for bone resorption. Thus, selective inhibition 

30 of cathepsin K may provide an effective treatment for diseases of excessive bone 
loss, including, but not limited to, osteoporosis, gingival diseases such as gingivitis 
and periodontitis, Paget's disease, hypercalcemia of malignancy, and metabolic bone 
disease. Cathepsin K levels have also been demonstrated to be elevated in 
chondroclasts of osteoarthritic synovium. Thus, selective inhibition of cathepsin K 

35 may also be useful for treating diseases of excessive cartilage or matrix degradation. 
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including, but not limited to, osteoarthritis and rheumatoid arthritis. Metastatic 
neoplastic cells also typically express high levels of proteolytic enzymes that 
degrade the surrounding matrix. Thus, selective inhibition of cathepsin K may also 
be useful for treating certain neoplastic diseases. 
5 Surprisingly, it has been found that a broad, structurally diverse series of 

compounds have common structural, physical and spatial characteristics that allow 
for the interaction of said compounds with specific residues of the active site of 
cathepsin K and are useful for treating diseases in which inhibition of bone 
resorption is indicated, such as osteoporosis and periodontal disease. Thus, this 
10 invention relates to the method of inhibiting cathepsin K using compounds having 
the characteristics hereinbelow defined. 

Summary of the Invention 

In one aspect, the present invention provides a method for inhibiting 
15 cathepsin K by administering compounds with certain structural, physical and spatial 
characteristics that allow for the interaction of said compounds with specific residues 
of the active site of the enzyme. This interaction inhibits the activity of cathepsin K 
and, thus, treats diseases in which bone resorption is a factor. 

In another aspect, the present invention provides a novel cysteine protease in 
20 crystalline form. 

In yet another aspect, the invention provides a novel protease composition 
characterized by a three dimensional catalytic site formed by the atoms of the amino 
acid residues listed in Table XXIX. 

In still another aspect, the invention provides a method for identifying 
25 inhibitors of the compositions described above which methods involve the steps of: 
providing the coordinates of the protease structure of the invention to a 
computerized modeling system; identifying compounds which will bind to the 
structure; and screening the compounds or analogs derived therefrom identified for 
cathepsin K inhibitory bioactivity. 
30 Other aspects and advantages of the present invention are described further in 

the following detailed description of the preferred embodiments thereof. 

Brief Description of the Drawings 
Figure 1 is the amino acid sequence of cathepsin K aligned with the amino 
35 acid sequences of other cysteine proteases. 

3 
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Figure 2 is a ribbon diagram of cathepsin K. The amino and carboxyl- 
termini are indicated by N and C. The drawing was produced using the program 
MOLSCRIPT [Kraulis, P., / Appl. Crystallogr. % 24, 946-950 (1991)]. 

Figure 3 is a ribbon diagram of cathepsin K in complex with E-64, a known 
5 inhibitor of cysteine proteases. The drawing was produced using the program 
MOLSCRIPT. 

Figure 4a is an illustration of the active site of cathepsin K. Figure 4b is a 
stereoview of the active site of cathepsin K. For clarity, no hydrogen atoms or water 
molecules are shown. 

1 0 Figures 5a- 1 3a are illustrations of the active site of cathepsin K in complex 

with novel inhibitors of cathepsin K. Figures 5b- 13b are stereo views of the active 
site of cathepsin K in complex with novel inhibitors of cathepsin K. These views 
depict the interaction of each inhibitor with all atoms of residues of the active site of 
cathepsin K within 5 A of the inhibitors. For clarity, no hydrogen atoms or water 

1 5 molecules are shown. 

Table I provides the three dimensional protein coordinates of the cathepsin K 
crystalline structure of the invention. 

Tables II-X provide the three dimensional coordinates for the cathepsin K 
complex with specific inhibitors of the present invention. 

20 Tables XI-XIX provide listings of the three atom angles between atoms of 

the inhibitors and the protein for all inhibitor atoms within 5 Angstroms of the 
protein. 

Tables XX-XXVm provide listings of the distances between atoms of the 
inhibitors and the protein for all inhibitor atoms within 5 Angstroms of the protein. 
25 Table XXIX provides the atoms of the amino acid residues of the catalytic 

site. 

Detailed Description of the Invention 

The present invention provides a novel cysteine protease crystalline 
30 structure, a novel cysteine protease active site, and methods of use of the crystalline 
form and active site to identify protease inhibitor compounds. 

In particular, the present invention provides a method for inhibiting cathepsin 
K by administering compounds with certain structural, physical and spatial 
characteristics that allow for the interaction of said compounds with specific residues 
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Specifically, the inhibitors of cathepsin K used in the present invention 
interact with any two or more of the following: 

1 . Tyrosine 67 sidechain; 

2. Hydrophobic pocket lined with atoms from methinoine 68, 
5 leucine 209, alanine 163, alanine 134 and portions of tyrosine 67; 

3. Hydrogen bonds donated by glycine 66 amide nitrogen; 

4. Cysteine 25 the active site nucleophile; 

5. Mainchain interactions from residues glutamine 21, cysteine 22, and 
glycine 23; 

10 6. Tryptophan 184 sidechain; and 

7. Hydrophobic contacts with the sidechain atoms of glutamine 143 and 
asparagine 161 and the mainchain of alanine 137 and serine 138. 

Preferably, the inhibitors of cathepsin K used in the present invention interact 
with any three or more of the above-identified regions of the active site. 

15 The compounds used in the methods of the present invention possess an 

electrophilic carbon and either a hydrophobic group whose centroid is 5.44-6.94A 
from the carbon or an aromatic group whose centroid is 9.24-1 1.24 A from the 
carbon, or both the hydrophobic and the aromatic groups in which case the centroids 
of these two groups should be 15.67- 16.67 A apart. These features must be able to 

20 make the appropriate interactions with the cathepsin K active site. The electrophilic 
carbon atom should be 1.7-4.0A from the side chain sulfur atom (SG) on the amino 
acid cysteine 25. The hydrophobic group should be near the following amino acids 
with appropriate distance ranges between the centroid of the side chain atoms and 
the centroid of the hydrophobic group given in parentheses: tyrosine 67 (4.91- 

25 5.91A), methionine 68 (5.74-6.74A), alanine 134 (4.15-5.15A), leucine 160 (6.18- 
7.18A), and leucine 209 (5.71-6.7lA). The aromatic group should be near the either 
tryptophan 184 (4.10-7.10A) or tryptophan 188 (4.10-7.10A) or both. 

The key structural features of the inhibitors of the present invention include 
an electrophilic carbon, preferably the carbon of a carbonyl group, a hydrophobic 

30 group, preferably an isobutyl group, and an aromatic group, preferably a phenyl 

group. The electrophilic carbon of the inhibitor may be in the same compound with 
two hydrophobic groups, such as two isobutyl groups, or two aromatic groups, such 
as two phenyl groups, or one hydrophobic group and one aromatic group. 

Suitably, the method of inhibiting cathepsin K of the present invention 

35 comprises administering to a mammal, preferably a human, in need thereof a 
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compound that fits spatially into the active site of cathepsin K, said compound 
comprising any two or more of the following: 

(i) an electrophilic carbon atom that binds to the side chain sulfur atom 
of cysteine 25 wherein said electrophilic carbon atom is 1.7-4.0A from said sulfur 

5 atom; 

(ii) a hydrophobic group that interacts with tryptophan 1 84 wherein the 
distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tryptophan 184 is 4.10-7. 10A; 

(iii) a hydrophobic group that interacts with tyrosine 67, methionine 68, 
10 alanine 134, leucine 160, and leucine 209, creating a hydrophobic pocket, and 

has distance ranges between the centroid of said hydrophobic group and the 
centroids of the side chain atoms of the amino acid residues of said hydrophobic 
pocket which are tyrosine 67: 4.91- 5.9lA, methionine 68: 5.74-6.74A, alanine 
134: 4. 15-5. 15A, leucine 160: 6.18-7.18A, and leucine 209: 5.71-6.7lA; 
15 (iv) a hydrophobic group that interacts with tyrosine 67 wherein the 

distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tyrosine 67 is 4.10-7.10A; 

(v) an amino group with a pKa of less than 7 or an oxygen atom, each of 
which interacts with a hydrogen atom donated by the amide nitrogen of glycine 66 

20 wherein the distance between these two atoms is 2.7-3.5A; 

(vi) a hydrophobic group that interacts with the main chain atoms of 
glutamine 21, cysteine 22 and glycine 23 wherein the distance between the centroid 
of said hydrophobic group and the centroids of glutamine 21 , cysteine 22 and 
glycine 23 are 3.7-5.4, 4.9-5.7 and 5.4-6.7A, respectively; or 

25 (vii) a hydrophobic group that interacts with the side chain atoms of 

glutamine 143 and asparagine 161 and the main chain of alanine 137 and serine 138 
wherein the distance between the centroid of the hydrophobic group and the 
centroids of glutamine 143, asparagine 161, alanine 137, and serine 138 are 7.9- 
9.6A, 4.7-5.4A, 4.2-5.5A, and 4.6-6.4A, respectively. Preferably, the inhibitors of 

30 cathepsin K used in the present invention comprise three or more of the above. 

Suitably, the method of inhibiting cathepsin K of the present invention 
comprises administering to a mammal, preferably a human, in need thereof, a 
compound that fits spatially into the active site of cathepsin K, said compound 
comprising: 
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(i) an clectrophilic carbon atom that binds to the side chain sulfur atom 
of cysteine 25 wherein said electrophilic carbon atom is 1.7-4.0A from said sulfur 
atom; and 

(ii) a hydrophobic group that interacts with tryptophan 184 wherein the 

5 distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tryptophan 184 is 4.10-7. 10A. Preferably, the hydrophobic group 
that interacts with tryptophan 184 is an aromatic group and the centroid of this 
aromatic group is 9.24-1 L24A from the centroid of the electrophilic carbon that 
binds to the side chain sulfur atom of cysteine 25. 
10 Preferably, the electrophilic carbon that binds to the side chain sulfur atom of 

cysteine 25 is a carbonyl carbon. 

Suitably, the method of the present invention further comprises a compound 
with a hydrophobic group that: 

has a centroid which is 5.44-6.94A from said electrophilic carbon; 
15 interacts with tyrosine 67, methionine 68, alanine 134, leucine 160, and 

leucine 209, creating a hydrophobic pocket; and 

has distance ranges between the centroid of said hydrophobic group and the 
centroids of the side chain atoms of the amino acid residues of said hydrophobic 
pocket which are tyrosine 67: 4.91- 5.91 A, methionine 68: 5.74-6.74A, alanine 
20 134: 4.15-5.15A, leucine 160: 6.18-7.18A, and leucine 209: 5.71-6.7lA. 
Preferably, this hydrophobic group is an isobutyl group. 

Alternately, the method of the present invention further comprises a 
compound with a hydrophobic group that interacts with tyrosine 67 wherein the 
distance between the centroid of said hydrophobic group and the centroid of the side 
25 chain atoms of tyrosine 67 is 4. 1 0-7. lOA. Preferably, this hydrophobic group is an 
aromatic group. 

Alternately, the method of the present invention further comprises a 
compound with an amino group with a pKa of less than 7 or an oxygen atom, each 
of which interacts with a hydrogen atom donated by the amide nitrogen of glycine 
30 66 wherein the distance between these two atoms is 2.7-3.5A. Preferably, the 

compound comprises an oxygen atom, such as an oxygen atom of a carbonyl group 
or an oxygen atom of a hydroxyl group. 

Alternately, the method of the present invention further comprises a 
compound with a hydrophobic group that interacts with the main chain atoms of 
35 glutamine 21, cysteine 22 and glycine 23 wherein the distance between the centroid 
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of the hydrophobic group and the centroids of glutamine 21 , cysteine 22 and glycine 
23 are 3.7-5.4, 4.9-5.7 and 5.4-6.7 A, respectively. Preferably, this hydrophobic 
group is an isobutyl group. 

Alternately, the method of the present invention further comprises a 
5 compound with a hydrophobic group that interacts with the side chain atoms of 
glutamine 143 and asparagine 161 and the mainchain of alanine 137 and serine 138 
wherein the distance between the centroid of the hydrophobic group and the 
centroids of glutamine 143, asparagine 161, alanine 137, and serine 138 are 7.9- 
9.6A, 4.7-5.4A, 4.2-5.5A, and 4.6-6.4A, respectively. 
10 Compounds used in the method of the present invention include, but are not 

limited to, the following: 

3(S)-3-[(N-benzyloxycarbonyl)-L-leucinyl]amino-5-methyl-l-(l-propoxy)-2- 
hexanone; 

4-[N-[(4-pyridylmethoxy)carbonyl]-L-leucyl]- 1 -[N- 
1 5 [(phenylmethoxy)carbonyl]-L-leucyl]-3-pyirolidinone; 

4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]- 1 -N-[N-(methyI)-L-leucyl)]-3- 
pyrrolidinone; 

4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]-l-[N- 
[(phenylmethoxy)carbonyl]-L-leucyl]-3-pyrrolidinone; 
20 bis-(Cbz-leucinyl)- 1 ,3-diamino-propan-2-one; 

2-[N-(3-benzyloxybenzoyl)]-2 , .[N , -(N-benzyloxycarbonyl-L- 
leucinyl)]carbohydrazide; 

( 1 S)-N-[2-[( 1 -benzy loxycarbonylamino)-3-methylbuty l]thiazol-4- 
ylcarbonyl]-N'-(N-benzyloxycarbonyl-L-leucinyl)hydrazide; 
25 1 -N-(N-imidazole acetyi-leucinyl)-amino-3-N-(4-phenoxy-phenyl-sulfonyI)- 

amino-propan-2-one; and 

2,2 , -N,N , -bis-benzyloxycarbonyl-L-leucinylcarbohydrazide; 
or a pharmaceutically acceptable salt thereof. 

As stated herein, the interaction of the inhibitor at the side chain sulfur atom 
30 of cysteine 25 has as one of its requirements that the inhibitor contain an 

"electrophilic carbon" atom. By this term is meant an electron deficient carbon. 
This term includes, but is not limited to, a carbonyl carbon atom. This term also 
includes an epoxide, a thiocarbonyl, an imine, and a nitrile. Suitably, this term may 
also be represented by the formula -C=N-X, wherein X may be optionally tied back 
35 to C in a ring or wherein X is CH2, H, O, S or NR a in which R a is H of Chalky!. 
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10 



15 



20 



includes an epoxide, a thiocarbonyl, an imine, and a nitrile. Suitably, this term may 
also be represented by the formula -C=N-X, wherein X may be optionally tied back 
to C in a ring or wherein X is CH2» H, O, S or NR a in which R a is H of Chalky!. 

The hydrophobic groups that interact with tryptophan 184 or tyrosine 67 
include, but axe not limited to, aromatic groups. These hydrophobic groups include 
phenyl, Cj^galkyl and heteroaryl, which is defined hereinbelow. The hydrophobic 
groups that interact with the hydrophobic pocket lined with atoms from tyrosine 67, 
methionine 68, alanine 134, leucine 160, and leucine 209 not only includes isobutyl, 
but also includes Chalky!, C3_gcycloalkyl and adamantyl. The hydrophobic 
groups that interact with the main chain atoms of glutamine 21, cysteine 22 and 
glycine 23 or the side chain atoms of glutamine 143 and asparagine 161 and the 
mainchain of alanine 137 and serine 138 include Ci-ioalkyl, C^b+l* in which b 
is 1*3, and aryl and heteroaryl, each of which are defined hereinbelow. 

As used herein, the term "centroid" means the position for the stated atoms 
calculated by averaging the x coordinates of the atoms to obtain the x coordinate of 
the centroid, averaging the y coordinates of the atoms to obtain the y coordinate of 
the centroid, and averaging the z coordinates of the atoms to obtain the z coordinate 
of the centroid. 

The compounds used in the method of the present invention include, but are 
not limited to, the compounds of formula (I): 



O 



ii 



D C 



— Q 



I 



wherein: 



D = 




R 
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where: 

O 



j 

A = absent, 



..-fV.TTf, 

X=Y 



L = C 2 ^alkyl, Ar-Co. 6 alkyl, Het-Co-6alkyl, CH(R66)NR60 R 68 t 

CH(R66)Ar, CH(R66)OAt', NR66r67 ; 
10 M = C(0),S02; 

G = 

X-Y 

J = C(0), SO2; 
15 T = Ar, Het; 

V = C3-7cycloalkyl; 

W = H, -CN, -CF3, -NO2, -COR? -CO2R 6 . -CONHR6 

-SO2NHR6, -NHSO2R 6 , -NHCOR 7 , -O-COR 6 , -SR 6 , 
NR'R6 NR(C=NH)NHR 5 , CI, Br, 1, F; 
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X = Y = Z = N. O.SorCR 4 

provided that at least two of X, Y and Z are heteroatoms 
and at least one of X, Y and Z is N, or one of X, Y and Z is 
C=N, C=C or N=N and the other two are CR 4 or N, 
provided that X, Y and Z together comprise at least two N; 

~ indicates a single or double bond in the five-membered 

heterocycle; 

m = 0, 1,2; 

n = 1 to 6; 

f = 0. 1,2; 

At = phenyl, naphthyl, optionally substituted by one or more of 

Ph-Q).6alkyl, Het-Co-6alkyl, C^galkoxy, Ph-Co^alkoxy, 

Het-Co^alkoxy, OH, (CH 2 )i^NR 58 R 59 , 

0(CH 2 )i^NR 58 R 59 ; 
Ar* = phenyl or naphthyl, optionally substituted by one or more of 
Ph-Co_6alkyl, Het-Co. 6 alkyl, Cj^alkoxy, Ph-Co_ 0 alkoxy, 

Het-Co^alkoxy, OH, (CH 2 ) 1 _ 6 NR58r59 

0(CH 2 )i-6NR 58 R 59 , or halogen; 
R' = H, Ci-6alkyl, Ar-C<).6alkyl, Het-C 0 .6alkyl; 

Rl=H,Ci-6alkyl; 

R 2 = C4-6alkyl, C4-6alkenyl, benzyl; 

R3 = Ci-6alkyl, Ar-Cf>6alkyl, Het-Co^alkyl, r5cO-, RSSO^, 

R 5 OC(0)-, R 5 NHCO-; 
R 4 = H, Ci^alkyl. Ar-C()-6alkyl, Het-C(). 0 alkyl; 

R5 = Ar-0-6alkyl, Het-Co-6alkyl; 

R° = H, Ci-6alkyl, CH 2 CF 3 , Ar-Co-6alkyl, Het-C 0 -6alkyl; 
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10 



15 



R 7 - Ci^alkyl, Ar-Co-6aIkyl, Het-Co_6alkyl; 

R 8 = H; C2-6 alkenyl; C2-6alkynyl; Het; Ar; Ci^alkyl. 
optionally substituted by OR'. SR\ NR'2, CX^R', 
C0 2 NR' 2 , N(C=NH)NH 2 , Het or Ar; 

R 9 = H, Ci-6alkyl, Ar-Cb^alkyl, Het-C(). 6 alkyl; 

R 10 = Ci-6alkyl, Ar-Co-6alkyl, Het-Co. 6 alkyl; 

R 1 1 = H, Ci-6alkyl, Ar-C^alkyl. Het-Co.6alkyI, or 



R 12 = H, Ci.6alkyl, Ar-Q).6alkyl, Het-Co-6alkyl; 
R 13 = H. C^gaikyl, Ar-C 0 .6alkyl, Het-C(). 6 alkyl; 



R 15 = H, Chalky!, C 2 _<salkenyl, C 2 _6alkyny], Ar, Het, or 

Ci_6alkyl optionally substituted by OR 9 , NR 9 2 , 

CONR 9 2 , N(C=NH)NH-, Het or Ar; 
R 16 = C 2 -6alkyl, C 2 -6alkenyl, C 2 . 6 alkynyl, Ar, Het, or C 2 -6alkyl 

optionally substituted by OR 9 , SR 9 . NR 9 2 . C0 2 R 9 , 

CONR 9 2 , N(C=NH)NH-, Het or Ar; 

R 19 = H, Chalky], C 2 _6alkenyl, C 2 _6alkynyl, Ar, Het, or Cj^alkyl 

optionally substituted by OR 9 , SR 9 , NR 9 2 , C0 2 R 9 , CONR 9 2 , 
N(C=NH)NH-, Het or Ar; 

Rl7 = r72 = h, Ci-6alkyl, RlO, rIOqO)-, R 10 C(S)-, R">oC(0)-; 
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r21 = r26 - C5-6alkyl; C2-6alkenyl; C3.1 icycloalkyl; T-C3- 
6alkyl; V-Cj^alkyl; T-C2-6alkenyi; 
T- (CH2)nCH(T)(CH2)n; optionally substituted by one or 
two halogens, SR 20 , OR 2 <>,NR20r27 or Ci-4alkyl; 

R27 = r28 C 0, R28oCO; 

R28 = Ci-6alkyl; C3. 1 icycloalkyl; Ar; Het; T-Ci-6alkyl; 

T-(CH2) n CH(T)(CH2) n ; optionally substituted by one or 
two halogens, SR 2 ©, OR 2 0, NR20R73, Ci-6alkyl; 

R20 = r22 = R 23 = r24 = R 25 = r73 = H , C^alkyl, Ar-C{)- 
6 alkyl, Het-Co-6alkyl; 
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R29 = 




5 

Cbz-leucinyl-; 2-, 3-, or4-pyridyl methyloxycarbonyl-leucinyl-; 4-imidazole 
acetyl-leucinyl-, phenyl acetyl-leucinyl, N,N-dimethyl-glycinyl leucinyl, 4- 
pyridyl acetyl-leucinyl, 2-pyridyl sulfonyl-leucinyl, 4-pyridyl carbonyl- 
leucinyl, acetyl-leucinyl, benzoyl-leucinyl, 4-phenoxy-benzoyl-, 2- or 3- 
10 benzyloxy benzoyl-, biphenyl acetyl, lpha- isobutyl-biphenyl acetyl, Cbz- 

phenylalaninyl, Cbz-norleucinyl-, Cbz-norvalinyl-, Cbz-giutamyl-, Cbz- 

15 



WO 97/16177 



PCT/US96/17512 



epsilon- (t-butyl ester)-glutamyl; acetyl-leucinyl-, 6- or 8- quinoline 
carbonyl, biphenyl acetyl, alpha- isobutyl-biphenyl acetyl, acetyl, benzoyl, 2- 
or 3- benzyloxy benzoyl, 4-phenoxy benzoyl-, Cbz-amino acid-; 2-,3-, or 4- 
pyridylmethyloxycarbonyl-aminoacid-; aryl CQ-Cgalkyloxy carbonyl-amino 
5 acid-, heteroaryl CQ-Cgalkyloxy carbonyl-amino acid-,aryl Co-Cgalkyloxy 

carbonyl-amino acid-, heteroaryl CQ-Cgalkyloxy carbonyl-amino acid-, C\- 
Cgalkyloxy carbonyl-amino acid-; Ci-Cgalkyl carbonyl, aryl CQ-Cgalkyl 
carbonyl, heteroaryl Co-Cgalkyl carbonyl, aryl Co-Cgalkyl carbonyl, 
heteroaryl Co-Cgalkyl carbonyl, Cj-Cgalkyl sulfonyl, aryl Co-Cgalkyl 
10 sulfonyl, heteroarylCo-Cgalkyl sulfonyl, aryl CQ-C^alkyl sulfonyl, 

heteroaryl CQ-Cgalkyl sulfonyl; 

R30 = .H,C 1 - 6 alkyl; 
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R31 = 




Cbz-leucinyl-; 2-, 3-, or 4-pyridyl methyloxycarbonyl-leucinyl-; 4-imidazole 
acetyl-leucinyl-, phenyl acetyl-leucinyl, N,N-dimethyl-glycinyl leucinyl, 4- 
pyridyl acetyl-leucinyl, 2-pyridyl sulfonyl-leucinyl, 4-pyridyl carbonyl- 
leucinyl, acetyl-leucinyl, benzoyl-leucinyl, 4-phenoxy-benzoyl-, 2- or 3- 
10 benzyloxybenzoyl-, biphenyl acetyl, alpha- isobutyl-biphenyl acetyl, Cbz- 

phenylalaninyl, Cbz-norleucinyl-, Cbz-norvalinyl-, Cbz-glutamyl-, Cbz- 
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epsilon- (t-butyl ester)-glutamyl; acetyl-leucinyk 6- or 8- quinoline 
carbonyl, biphenyl acetyl, alpha- isobutyl-biphenyl acetyl, acetyl, benzoyl, 2- 
or 3- benzyloxy benzoyl, 4-phenoxy benzoyl-, Cbz-amino acid-; 2-,3-, or 4- 
pyridylmethyloxycarbonyl-aminoacid-; aryl CQ-Cgalkyloxy carbonyl-amino 
5 acid-, heteroaryl CQ-Cgalkyloxy carbonyl-amino acid-,aryl Co-Cgalkyloxy 

carbonyl-amino acid-, heteroaryl Co-Cgalkyloxy carbonyl-amino acid-, 
Cj-Cgalkyloxy carbonyl-amino acid-; Ci-Cgalkyl carbonyl, aryl CQ-Cgalkyl 
carbonyl, heteroaryl CQ-Cgalkyl carbonyl, aryl Co-Cgalkyl carbonyl, 
heteroaryl CQ-Cgalkyl carbonyl, Ci-C6alkyl sulfonyl, aryl CQ-Cgalkyl 
10 sulfonyl, heteroaryl Co-Cgalkyl sulfonyl, aryl CQ-Cgalkyl sulfonyl, 

heteroaryl Co-Cgalkyl sulfonyl; 

R 32 = OCH2Ar, OCH2Ci_6alkyl, aryl substituted CQ-^^yl 

heteroaryl substituted Co-6alkyl v 4-imidazole methylene; 2-, 
3-, or4-pyridylmethylneneoxy; 4-pyridyl methylene, 2- 
15 pyridyl sulfonyl, 4-pyridyl, aryl substituted CQ-galkyloxy, 

heteroaryl substituted CQ-galkyLoxy; 

R33 = Ci- 6 alkyl, -CH 2 Ph, -CH2CH2CO2R 34 ; 

R34 = . H ,C 1 - 6 alkyl; 

R 35 = At, HetAr, 
20 R 3< > = Aryl, heteroaryl, pyridyl, isoquinolinyl; 

R 3 7 s C!- 6 alkyl, -CH 2 Ph, -CH 2 CH 2 C02R 34 ; 

R 3 8 = cbz;Ci-6alkyl or aryl substituted 

Cbz; Ci-galkyl -CO; benzoyl; Chalky! or aryl 

substituted benzoyl; 
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R39 = 




Cbz-leucinyl-; 2-, 3-, or 4-pyridyl methyloxycarbonyl-leucinyl-; 4-imidazole 
acetyHeucinyl-, phenyl acetyl-leucinyl, N f N-dimethyl-glycinyI leucinyl, 4- 
pyridyl acetyl-leucinyl, 2-pyridyl sulfonyl-leucinyl, 4-pyridyl carbonyl- 
leucinyl, acetyl-leucinyl, benzoyl-leucinyl, 4-phenoxy-benzoyl-, 2- or 3- 
10 benzyloxybenzoyl-, biphenyl acetyl, alpha- isobutyl-biphenyl acetyl, Cbz- 

phenylalaninyl, Cbz-norleucinyl-, Cbz-norvalinyk Cbz-glutamyl-, Cbz- 
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epsilon- (t-butyl ester)-glutamyl; acetyl-leucinyl-, 6- or 8- quinoline 
carbonyl, biphenyl acetyl, alpha- isobutyl-biphenyl acetyl, acetyl, benzoyl, 2- 
or 3- benzyloxy benzoyl, 4-phenoxy benzoyl-, Cbz-amino acid-; 2-,3-, or 4- 
pyridylmethyloxycarbonyl-aminoacid-; aryl CQ-Cgalkyloxy carbonyl-amino 
acid-, heteroaryl Co-Cgalkyloxy carbonyl-amino acid-,aryl CQ-Cgalkyloxy 
carbonyl-amino acid-,heteroaryl Co-Cgalkyloxy carbonyl-amino acid-, C[- 
Cgalkyloxy carbonyl-amino acid-; Cj-Cgalkyl carbonyl, aryl CQ-Cgalkyl 
carbonyl, heteroaryl Co-Cgalkyl carbonyl, aryl Co-Cgalkyl carbonyl, 
heteroaryl CQ-Cgalkyl carbonyl, Ci-Cgalkyl sulfonyl, aryl CQ-Cgalkyl 
sulfonyl, heteroaryl CQ-Cgalkyl sulfonyl, aryl Co^alkyl sulfonyl, 
heteroaryl CQ-Cgalkyl sulfonyl; 

R40 = HandCi- 6 alkyl; 
R 4 l=HandCi- 6 alkyl; 

R 42 = C[-galkyl, aryl substituted Cj-galkyl and hetero aryl 

substituted Ci-galkyl,; H when R 4 ^ i s Cpgalkyl, aryl substituted 
Cj-salkyl; and heteroaryl substituted Cj-galkyl; 

R 4 ^ = Cpgalkyl, aryl substituted Cj^alkyl and hetero aryl 

substituted Ci-galkyl,; H when R 42 is Cpgalkyl, aryl substituted 
C|-galkyl; and heteroaryl substituted Ci^alkyl; 
R 44 = CH(R53)NR 4 5r54 CH(R55)Ar, Cs^alkyl; 
R 45 = R 46 = R 47 = R 48 = R 49 = R 50 = R 51 = H , C^alkyl, 
Ar-Co.6alkyl, Het-Co-6alkyl; 

R52 = Ar, Het, CH(R 5 6)Ar, CH(R 56 )OAr, N(R 56 )Ar, C|. 6 alkyl, 
CH(R56)NR 4 6r57 ; 
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R 53 = C 2 ^alkyl, Ar-Co^alkyl, Het-Co_ 6 alkyl, 

R53 and R 4 $ may be connected to form a pyrrolidine or 

piperidine ring; 
R54 - R 57 _ R 47 t r47 C (0), R 47 C(S), R 47 OC(0); 
5 R 55 = R 56 = R 58 = R 59 = H, C i _ 6 alkyl. Ar-C 0 -6alkyl, 

Het-Co.6alkyl; 

R60 = R61 = r62 = r63 = r64 = h, C^alkyl, 

Ar-Co_6alkyl, or Het-Co_6alkyl; 
R65 = Ci. 6 alkyl, Ar. Het, CH(R69)Ar, CH(R°9)OAr, N(R69)Ar, 
10 CH(R69)NR61r70 ; 

R 66 = R 69 = R 71 = H , C^kyl, (CH 2 ) 0 -6-C3-6cycloalkyl, 

Ar-Cf>6alkyl. Het-Cf>6alkyl; 
R 67 = Ci. 6 alkyI, (CH 2 )o-6-C3-6cycloalkyl, Ar-Co.galkyl, 

Het-Co.6alkyl; R^6 and R* 7 may be combined to form 
15 a 3-7 rnembered monocyclic or 7-10-membered bicyclic 

carbocyclic or heterocyclic ring, optionally substituted with 

1-4 of Cj^alkyl, Ph-C 0 .6alkyl, Het-Co-6alkyl, C^alkoxy, 

Ph-Co. 6 alkoxy, Het-Co^alkoxy, OH, (CH 2 )i-6NR 58 R 59 , 
0(CH 2 )i-6NR 58 R 59 ; 
20 R 68 = R 70 = R 62 , R 62 C(0), R62c(S) t R6 2 OC(0), 

R 62 OC(0)NR 59 CH(R7 1 )(CO); 
and pharmaceutical^ acceptable salts thereof. 

The compounds of Formula I are hydrazidyl, bis-hydrazidyl and bis- 
aminomethyl carbonyl compounds having in common key structural features 
25 required of protease substrates, most particularly cathepsin K substrates. These 
structural features endow the present compounds with the appropriate molecular 
shape necessary to fit into the enzymatic active site, to bind to such active site, 
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thereby blocking the site and inhibiting enzymatic biological activity. Referring to 
Formula I, such structural features include the central electrophilic carbonyl, a 
peptidyl or peptidomimetic molecular backbone on either side of the central 
carbonyl, a terminal carbobenzyloxy moiety (e.g., Cbz-leucinyl), or a mimic thereof, 
5 on the backbone on one or both sides of the carbonyl, and optionally, an isobutyl 
side chain extending from the backbone on one or both sides of the carbonyl. 

Abbreviations and symbols commonly used in the peptide and chemical arts 
are used herein to describe the compounds of the present invention. In general, the 
amino acid abbreviations follow the IUPAC-IUB Joint Commission on Biochemical 
10 Nomenclature as described in Eur /. Biochem., 158, 9 (1984). The term "amino 
acid" as used herein refers to the D- or L- isomers of alanine, arginine, asparagine, 
aspartic acid, cysteine, glutamine, glutamic acid, glycine, histidine, isoleucine, 
leucine, lysine, methionine, phenylalanine, proline, serine, threonine, tryptophan, 
tyrosine and valine. 

15 "C i-galkyl" as applied herein is meant to include substituted and 

unsubstituted methyl, ethyl, n-propyl, isopropyl, n-butyl, isobutyl and t-butyl, 
pentyl, n-pentyl, isopentyl, neopentyl and hexyl and the simple aliphatic isomers 
thereof. Any Ci-6alkyl group may be optionally substituted independently by one 
or two halogens, SR\ OR\ N(R )2, C(0)N(R')2. carbamyl or Ci-4alkyl, where R* is 

20 Ci-6alkyl. Chalky I means that no alkyl group is present in the moiety. Thus, Ar- 
Q)alkyl is equivalent to Ar. 

"C3-1 lcycloalkyl" as applied herein is meant to include substituted and 
unsubstituted cyclopropane, cyclobutane, cyclopentane, cyclohexane, cycloheptane, 
cyciooctane, cyclononane, cyclodecane, cycloundecane. 

25 "C2-6 alkenyl" as applied herein means an alkyl group of 2 to 6 carbons 

wherein a carbon-carbon single bond is replaced by a carbon-carbon double bond. 
C2-6alkenyl includes ethylene, 1-propene, 2-piopene, 1-butene, 2-butene, isobutene 
and the several isomeric pentenes and hexenes. Both cis and trans isomers are 
included. 

30 "C2-6alkynyl" means an alkyl group of 2 to 6 carbons wherein one carbon- 

carbon single bond is replaced by a carbon-carbon triple bond. C2-6 alkynyl 
includes acetylene, 1-propyne, 2-propyne, 1-butyne, 2-butyne, 3-butyne and the 
simple isomers of pentyne and hexyne. 
"Halogen" means F, CI, Br, and I. 
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"Ar" or "aryl" means phenyl or naphthyl, optionally substituted by one or 
more of Ph-Co_5alkyI, Het-Co_6alkyl, Cj-galkoxy, Ph-CQ-6alkoxy, 
Het-C 0 -6alkoxy, OH, (CH 2 )i_6NR58r59 0(CH 2 )i^NR 58 R 59 ; where R58 r59 is 
H, Ci. 6 alkyl f Ar-C 0 -6aIkyl; Het-Co_ 6 alkyl, from Ci^alkyl, OR', N(R*) 2 , SR\ CF 3l 
5 N0 2 , CN, C0 2 R\ CONCR 1 ), F, CI, Br and I. 

As used herein "Het" or "heterocyclic" represents a stable 5- to 7-membered 
monocyclic or a stable 7- to 10-membered bicyclic heterocyclic ring, which is either 
saturated or unsaturated, and which consists of carbon atoms and from one to three 
heteroatoms selected from the group consisting of N, O and S, and wherein the 

10 nitrogen and sulfur heteroatoms may optionally be oxidized, and the nitrogen 
heteroatom may optionally be quaternized, and including any bicyclic group in 
which any of the above-defined heterocyclic rings is fused to a benzene ring. The 
heterocyclic ring may be attached at any heteroatom or carbon atom which results in 
the creation of a stable structure, and may optionally be substituted with one or two 

15 moieties selected from Cj^alkyl, OR\ N(R') 2 , SR\ CF3, N0 2 , CN, CC^R', 
CON(R'), F, CI, Br and I, where R' is Ci-6alkyl. Examples of such heterocycles 
include piperidinyl, piperazinyl, 2-oxopiperazinyl, 2-oxopiperidinyl, 2- 
oxopyrrolodinyl, 2-oxoazepinyl, azepinyl, pyrrolyl, 4-piperidonyl, pyrrolidinyl, 
pyrazolyl, pyrazolidinyl, imidazolyl, pyridyl, pyrazinyl, oxazolidinyl, oxazolinyl, 

20 oxazolyl, isoxazolyl, morpholinyl, thiazolidinyl, thiazolinyl, thiazolyl, quinuclidinyl, 
indolyl, quinolinyl, isoquinolinyl, benzimidazolyl, benzopyranyl, benzoxazolyl, 
furyl, pyranyl, tetrahydrofuryl, tetrahydropyranyl, thienyl, benzoxazolyl, 
thiamorpholinyl sulfoxide, thiamorpholinyl sulfone, and oxadiazolyl. 



oxazoles, triazoles, thiadiazoles, oxadiazoles, isoxazoles, isothiazols, imidazoles, 
pyrazines, pyridazines, pyrimidines, triazines and tetrazines which are available by 
routine chemical synthesis and are stable. The single and double bonds (i.e., ^) in 
30 such heterocycles are arranged based upon the heteroatoms present so that the 
heterocycle is aromatic (e.g., it is a heteroaryl group). The term heteroatom as 
applied herein refers to oxygen, nitrogen and sulfur. When the heteroaryl group 
comprises a five membered ring, W is preferably an electron withdrawing group, 
such as halogen, -CN, -CF3, -N0 2 , -COR?, -C0 2 R 6 , -CONHR 6 , -S0 2 NHR6 - 





It will be appreciated that the heterocyclic ring. 
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NHSO2R 6 , -NHCOR 7 , -O-COR 6 , -SR 6 or NR R 6 , or a similar electron 

withdrawing substituent as known in the art. 

Certain radical groups are abbreviated herein. t-Bu refers to the tertiary butyl 
radical. Hoc refers to the t-butyloxycarbonyl radical, Fmoc refers to the 
5 fluorenylmethoxycarbonyl radical, Ph refers to the phenyl radical, Cbz refers to the 
benzyloxycarbonyl radical. 

Certain reagents are abbreviated herein. DCC refers to 
dicyclohexylcarbodiimide, DMAP is 2,6-dimethylaminopyridine, EDC refers to N- 
ethyl-NXdimethylaminopropyD-carbodiimide. HOBT refers to 1- 
1 0 hydroxy benzotriazole, DMF refers to dimethyl forraamide, BOP refers to 
benzotriazol- 1 -yloxy-tris(dimethy lamino)phosphonium hexafluorophosphate, 
DMAP is dimethylaminopyridine, Lawesson's reagent is 2,4-bis(4-methoxyphenyl)- 
l,3-dithia-2,4-diphosphetane-2,4-disulfide, NMM is N-methylmorpholine, TFA 
refers to trifluoroacetic acid, TFAA refers to trifluoroacetic anhydride and THF 
15 refers to tetrahydrofuran. Jones reagent is a solution of chromium trioxide, water, 
and sulfuric acid well-known in the art. 

Compounds of formula (I) are prepared according to the methods detailed in 
Schemes 1-25. 
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Scheme 1 




1 A 

a) HBuOCOa, NMM, CH2N2. EtOAc, Et20; b) HBr, AcOH, EtOAc, Et 2 0; c) H2NCSC02Et, 
EtOH; d) NaOH, H2O, THF; e) i-BuOCOCI, NMM, NH2, THF or BOP, EfcN, RNH2. CH 2 Cb; f) 
TFAA, pyridine, OfeCte g) R 4 OH, Boc 2 0, Pyridine or R 4 0H, EDCI, CH2CI2; h) piperidine, DMF; 
i) BOP, EfeN, D-CQ2H, CHzCi2 
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Scheme 1A 




4 



5 a) Mel, THF; b) IWH2, i-PrOH; c) Bromomethyl ketone, EtOH 



Scheme 2 




a 2 

10 

a) /-BuOCOCl, NMM, NH 3 , THF; b) Lawesson s reagent, THF; c) BrCH 2 COC0 2 Et, 
TFAA, Pyridine, CH 2 C1 2 ; d) TFA; e) DC0 2 H, EDOHC1, HOBT, Et 3 N, DMF; f) 
NaOH, H 2 O f THF 
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CO,Et 



Scheme 2A 

R R' ^ 

1 z 

OR 1 R" O R 1 

R"HN^A NX J^ N ^CO z Et R 5 0v^N^A N AY N N r -C0 2 Et 

R 2 R' S O R 2 R 1 8—* 

a 4 



a) Boc-amino acid, EDOHC1, 1-HOBT, DMF; b) TFA; c) R^OCOCl, i-Pr2NEt 
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a) Boc 2 0, EtjN, THF; b) hydrazine hydrate, MeOH; c) Et0 2 CCOCl, Pyridine, 
5 CH 2 C1 2 ; d) Lawesson's reagent, toluene; e) TFA, CH 2 CI 2 ; 0 DC0 2 H, 
EDOHC1/HOBT, EtjN, DMF 
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Scheme 4 




a) SOCl 2 , pyridine, Et 2 0, toluene; b) TFA, CH 2 C1 2 ; c) DC0 2 H, EDOHCl/HOBT, 
5 EtjN, DMF; d) NH 3 , EtOH 
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Scheme g 

O R 2 R 1 O R 2 

O R 1 

12 a 



OR 2 O 

c 

"NHNH 2 

6 R 1 



OR* O 



O R 2 N-N 

O R 1 
5 

a) EDOHC1/HOBT, EtjN, DMF; b) H 2 NNH 2 »H 2 0, MeOH; c) CSC1 2 , EtjN, CHC1 3 



Scheme 6 

OR 1 OR 1 
1 \b 2 



O R 1 

n^ N ^ N v 

H l\ V NH2 



2 

10 

a) H 2 NCS 2 NH4+. EtOH; b) H 2 NCSNH 2 . EtOH 
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Scheme 7 




HO HO 
1 2 




3 



a) Et 2 NO; b) H 2 NCH 2 CH(NH 2 )C0 2 H 

5 

Scheme 8 




O H 



10 

a) i. /-BuOCOCl. NMM, THF; ii. CH2N2, Et 2 0; b) HBr, AcOH, El 2 0; c) 
H 2 NCSC02Et, EtOH; d) R63NHNH 2 , EtOH; e) R65C0 2 H, EDOHC1, 1-HOBT, 
DMF. 

15 
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Scheme 9 




6 (J = CO, S02) 



5 

a) i-BuOCOCl, NMM, NH3, THF; b) Lawesson's reagent, THF; c) i. 
Et02CCOCH 2 Br; ii. TFAA, Py, CH 2 C1 2 ; d) H 2 NNH 2 «H 2 0, EtOH; e) r65so 2 C1. 
Py, CH 2 Cl 2 ; f) R^CC^H, EDOHCl, 1-HOBT, DMF. 

10 



Scheme, 10 




15 

a) EDOHCl. HOBT, DMF; b) H 2 NNH 2 «H 2 0, EtOH; c) R 1 4 -B-C0 2 H, 
EDOHCL, HOBT, DMF 
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Scheme 1 1 

0 H O H 

H 2 NHN^NHNH 2 J V ? Y 

O H H O 

1 2 
a) EDC.HCI, 1-HOBT. DMF 



Scheme 12 



H 




4 5(F = COR 52 , S02R 52 ) 

a) H 2 NNH 2 H 2 0. MeOH; b) CI 2 CO, PhMe; c) H 2 NNH 2 H 2 0. MeOH; d) R 49 CO 2 H,E0C HCI. 
1-HOBT. DMF; e) R 52 S0 2 CI or R^COCI. pyridine. DMF; f) R^CX^COR 52 ; g) R 52 CONR 51 



10 
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Scheme 12A 



R 



R 21 CONHNH 2 — ^ R 21 CONHNHCH 2 R ~^~* 

1 2 a 

HO H O H 

R 21 \,N^ d.eorf R 2 V .N v Ji^ 

^ N NHNHj > Y V f X 

ok O H H 

R 

4 (RCH 2 = R23) 5 (X = COR 52 , SOgR 52 ) 

a) i. PhCHO. EtOH; ii. BH3 THF; b) CI 2 CO, PhMe; c) HgNNHg HgO. MeOH; d) R 52 C0 2 H, 
EDCHCI, 1-HOBT, DMF; e) R^SO^I or R^COCI. pyridine, DMF; f) R^CO^OR 52 



Scheme 13 



a) HBTU, NMM, DMF; b) Jones, acetone 

10 



Scheme H 

CI CI 




NH, 
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15 a) 



NMM, DMF; b) Jones, acetone 
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Scheme 17 




7 



5 a) NaN3, MeOH, H2O; b) Tosyl chloride, triethylamine, CH2 C1 2'. c ) 
Ellman dihydropyran resin (3), PPTS, C1(CH2)2C1; d) PhCH2NH2, toluene, 
80 degrees C; e) HATU, N-methyl morpholine, NMP; f) HS(CH2>3SH, 
MeOH, Et3N; g) Cbz-leucine (6), HBTU, N-methyl morpholine, NMP; h) 
TFA, CH2CI2, Me2S; i) Jones reagent, acetone 

10 



Scheme 18 




15 a) 4-pyridyl methyl amine, isopropanol, reflux; b) Cbz-leucine, HBTU, 
N-methyl morpholine, DMF; c) hydrazine, MeOH, reflux; d) 2- 
dibenzofuransulfonyl chloride, N-methyl morpholine, DMF; e) Jones 
reagent, acetone 
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Scheme 19 




5 a) KOH. MeOH/H20; b) R^NHNH 2 , EtOH; c) EDOHC1, 1-HOBT, DMF 



Scheme 20 

E,0 2 CCOCH 2 Br H ,N^Ko 2 Et B,-^CO,Et 

12 2 




O H 

10 fi 

a) Thiourea, EtOH; b) i. NaNC>2, 16% aqueous HBr; ii. CuBr, 16% aqueous HBr; iii. 
HBr (cat.), EtOH; c) ArB(OH) 2 , Pd(PPh 3 ) 4 , CsF, DME; d) ArSnMe 3 , Pd(PPh 3 ) 4 , 
PhMe; e) H 2 NNH 2 »H 2 0, EtOH; e) r65co 2 H, EDOHC1, 1-HOBT, DMF. 
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Scheme 21 

RCOCI— RCONHR 64 — ^ R C H 2 NHR 67 — RC^NR^CSN^ 
1 2 3 4 




O H 
Z 



5 a) R 67 NH 2 . Py. CH 2 C1 2 ; b) UAIH4, THF; c) i. C1 2 CS, Py. CH 2 C1 2 ; ii. NH 3 , 
MeOH or t PhCONCS, CHCI3; ii. K 2 C0 3 . MeOH. H 2 0; d) EtC^CCOO^Br, 
EtOH; e) H 2 NNH 2 «H 2 0, EtOH; e) rSSo^H, EDOHC1, 1-HOBT, DMF. 




a) H 2 NNH 2 »H 2 0, EtOH; b) LC0 2 C0 2 i-Bu, 200 °C; c) H 2 NNH 2 »H 2 0, EtOH; d) 
1 5 R^CC^H, EDOHC1, 1-HOBT, DMF 
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5 a) TFA; b) R 6 2c02H, EDOHC1, 1-HOBT, DMF; c) R^SC^CI, i-Pr 2 NEt 
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Scheme 24 




5 a) EDCI, DMF; b) 2-PhCH 2 OPhS02Cl, NMM, DMF; c) TFA, DCM; d) 4-pyridyI 
acetic acid, HBTU, NMM, DMF; e) Jones 



Scheme 25 

10 




a) HBTU, NMM, DMF; allyl amine; b) mCPBA, DCM; c) MeNH2, isopropanol, 70 
C; d) Cbz-leucine, EDCI, DMF; e) Jones, acetone 
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In another aspect, the present invention provides a novel cysteine protease in 
crystalline form, as defined by the positions in Table I herein. 

In still another aspect, the present invention provides a novel protease 
5 composition characterized by a three dimensional catalytic site formed by the atoms 
of the amino acid residues listed in Table XXIX herein. 

The three dimensional (3D) structure of the instant protease reveals that 
human cathepsin K is highly homologous to other known cysteine proteinases of the 
papain family. Cathepsin-K folds into two subdomains separated by the active site 

10 cleft, a characteristic of the papain family of cysteine proteases. The overall fold of 
cathepsin K is very similar to that of papain and actinidin. There is an insertion of 
one additional residue in cathepsin K at residue alanine 79 compared to papain. This 
insertion is easily accommodated in the turn at the carboxy terminal end of the helix 
formed by residues methionine 68-lysine 77 of cathepsin K. There is a different 

15 conformation for the backbone atoms of residues asparagine 99 to lysine 103 at the 
surface of cathepsin K compared to that in papain. Other differences in the 
backbone conformations between cathepsin K and papain are: a two residue 
insertion in loop residues 126-127, a two residue insertion at residue aspartate 152, 
the insertion of 4 residues at glutamine 172 and a difference in the conformation of 

20 the loop around residue lysine 200. There are many more differences in the structure 
of human cathepsin K and human cathepsin B, however, the secondary structure is 
preserved well between these two enzymes. 

Listed in Figure 1 are the known amino acid sequences for the papain 
superfamily of cysteine proteases cathepsin K, cathepsin S, cathepsin L, papain, 

25 actinidin, cathepsin H and cathepsin B, aligned to illustrate the homologies there 
between. 

According to the present invention the crystal structure of human 
cathepsin K has been determined in the absence of inhibitor and in complex with 
nine separate inhibitors at resolutions from 3.0 to 2.2 Angstroms. The structures 
30 were determined using the method of molecular replacement and refined to R c 

values ranging from 0. 190-0.267 with the exception of the enzyme in the absence of 
inhibitor which was not refined. 

Further refinement of the atomic coordinates will change the numbers in 
Table I. Refinement of the crystal structure from another crystal form will result in a 
35 new set of coordinates, determination of the crystal structure of another cysteine 
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protease will also result in different set of numbers for coordinates in Table I which 
has an experimental error of approximately 0.4 Angstroms. Also for example, the 
amino acid sequence of the cysteine proteases can be varied by mutation 
derivatization or by use of a different source of the protein. 
5 Human cathepsin K contains 2 1 5 amino acids and the model of the enzyme 

provided herein is represented by all 2 IS residues. 

The cathepsin K crystal structure reveals an active site that is heretofor 
unknown and comprises a distinct three dimensional arrangement of atoms. 

Table I discloses the protein coordinates of cathepsin K. These data are 

10 reported for the crystal structures described herein. The data are reported in 

Angstroms with reference to an orthogonal coordinate system in standard format, 
illustrating the atom, i.e., nitrogen, oxygen, carbon, sulfur (at a, B, y, 5, or e, 
positions in the amino acid residues); the amino acid residue in which the atom is 
located with amino acid number, and the coordinates X, Y and Z in Angstroms (A) 

15 from the crystal structure. Note that each atom in the active site and the entire 
structure has an unique position in the crystal. The data also report the B or 
Temperature Factor values, which indicate the degree of thermal motion of the atom 
in root mean square displacement measurements (A 2 ). Figure 2 illustrates the 
cathepsin K structure of the invention, including the active site. 

20 The active site of cathepsin K bound to E-64 is shown in Figure 3. The 

conformation of E-64 bound to cathepsin K resembles that seen in the published 
structures of the papain-E-64 complex (Varughese, K.I., Biochemistry 28, 1330- 
1332 (1989)) and actinidin-E-64 Varughese, K.I. , Biochemistry 31, 5172-5176 
(1992)). The covalent bond between the sulfur of cysteine 25 and the carbon C2 of 

25 the inhibitor is very clear in the electron density. Differences in the sidechain atoms 
lining the active site pockets on the enzyme of the various members of the papain 
family of cysteine proteases give rise to different interactions between the atoms of 
E-64 and the protein in these structures. In cathepsin K, the isobutyl atoms of the 
leucine lie well buried in the hydrophobic pocket formed by the side chain atoms of 

30 the cathepsin K residues leucine 160, alanine 1 34 and methionine 68 shielding these 
atoms of E-64 from solvent. In papain the leucyl side chain atoms of E-64 do not 
penetrate as deeply into this hydrophobic pocket. Another pocket of cathepsin K is 
occupied by the guanidinium atoms of E-64. A hydrogen bond forms between N4 of 
E-64 and the backbone carbonyl oxygen of glutamate 59 and the OD2 oxygen of 

35 aspartate 6 1 . The carboxy late oxygen of aspartate 6 1 also makes a hydrogen bond 
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with the N3 atom of E-64. The sidechain atoms of aspartate 61 lie at the entrance to 
this pocket in cathepsin K. These interactions are not possible in papain because the 
corresponding residue in papain is tyrosine 61 which blocks access. The carboxylate 
oxygens of E-64 make hydrogen bonding interactions with the ND1 atom of 
5 histidine 162 and the NE2 atom of glutamine 19. These interactions are also seen in 
papain and actinidin. The atoms of E-64 do not penetrate the complete region of the 
enzyme active site. As in papain, the backbone nitrogen atoms of residue glycine 66 
in cathepsin K makes a hydrogen bond with the carbonyl oxygen atom 04 of the 
E-64. Also, the carbonyl oxygen of glycine 66 of cathepsin K forms a hydrogen 

10 bond with N2 of E-64. A portion of the regions of the active site are very similar in 
conformation in cathepsin K, papain and actinindin. A comparison of the active site 
of cathepsin K and cathepsin B reveals many more differences than observed in 
comparing papain or actinidin to cathepsin K. A portion of the active site of 
cathepsin B differs significantly from the corresponding portion of the active site in 

15 cathepsin K. The presence of the loop glutamate 107 - proline 1 16 in human 

cathepsin B is presumed responsible for the dipeptidyl carboxypeptidase activity of 
this enzyme and has no equivalent in cathepsin K, papain or actinidin. This loop 
makes this region of the active site of cathepsin B much smaller than in the other 
members of this papain family of cysteine proteases including cathepsin K. Despite 

20 the differences between the active sites of human cathepsin B and cathepsin K, the 
active site cysteine residues are almost exactly superimposed by an alignment of 
structurally homologous alpha carbon atoms in cathepsin B and cathepsin K. 
Differences in the hydrophobic pocket near leucine 160 in cathepsin K are also 
evident in cathepsin B. The residues forming this pocket are replaced by proline 78 

25 in place of methionine 68 in cathepsin K and glutamate 243 in cathepsin B is 
structurally equivalent to leucine 160 in cathepsin K. Interestingly, the residues 
whose sidechain atoms form hydrogen bonds to the E-64 inhibitor in cathepsin K, 
namely histidine 162, glutamine 19 and aspartate 61, have structurally homologous 
residues in cathepsin B, namely histidine 197, glutamine 23 and aspartate 67 

30 respectively. 

Specific interactions of certain inhibitors of the present invention at the 
active site of cathepsin K are detailed hereinbelow. 

3 (S)-3-[(N-benzyIoxycarbonyl).L-leucinyl]amino-5-methyl- 1 -( 1 -propoxy)- 
2-hexanone makes hydrophobic contacts with the enzyme residues indole ring of 

35 tryptophan 1 84 and the sidechain atom CG of glutamine 19. Oxygen 026 forms a 
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bifurcated hydrogen bond with the amide nitrogen of cysteine 25 and the NE2 atom 
of glutamine 19. The active site nucleophilic sulfur of residue cysteine 25 is 
covalently linked to carbon C25 of the inhibitor, which adopts a tetrahedral 
conformation. 

5 Bis-(Cbz-leuciny 1)- 1 ,3-diamino-propan-2-one exhibits the same interaction 

as 3 (S)-3-[(N-benzyloxycarbonyl)-L-leucinyl]amino-5-methyl-l-(l-propoxy)-2- 
hexanone; carbon C21 of this inhibitor is covalently linked to SG of cysteine 25. 
The isopropyl atoms CC34,C35,C36 and C37 of the inhibitor form hydrophobic 
interactions with the sidechain atoms of residues on the enzyme surface, which form 
10 a hydrophobic pocket. This pocket is formed by atoms from methionine 68, 
leucine 209, alanine 163 and alanine 134 and portions of tyrosine 67. 

2,2 -NJN'-bis-benzyloxycarbonyl-L-leucinylcarbohydrazide has interactions 
similar to bis-(Cbz-lcucinyl)-l,3-diamino-propan-2-one and, in addition, the atoms 
C23-29 of the inhibitor CBZ group make an edge-face stacking interaction with the 
15 phenol ring of tyrosine 67. Inhibitor atom C21 is covalently bound the enzyme. 
The sulfur atom of (lS)-N-[2-[(l-benzyloxycarbonylamino)-3- 
methylbutyl]thiazol-4-ylcarbonyl^^ 

contacts the ND1 atom of histidine 163 and the indole ring of tryptophan 184. 
Carbon C22 is covalently attached to SG of cysteine 25. 
20 The CBZ atoms C20-26 of 2-[N-(3-benzyloxybenzoyl)]-2 , -[N , -(N- 

benzyloxycarbonyI-L-leucinyl)]carbohydrazide interact with the sidechain atoms of 
leucine 160. Carbon C19 is covalently attached to SG of cysteine 25. 
Cathepsin K binds selectively one stereoisomer of 4-[N- 

[(phenylmethoxy)carbonyl]-L-leucylH 
25 pyrrolidinone. Carbon C22 is covalently attached to SG of cysteine 25. Atoms C14 

and C15 of the inhibitor 4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]-l-[N- 

[(phenylmethoxy)carbonyl]-L-leucyl]-3-pyrrolidinone form hydrophobic contacts 

with the sidechain atoms of glutamine 143 and asparagine 161 and the mainchain of 

alanine 137 and serine 138. 
30 4-[N-[(4-pyridylmethoxy)carbonyl]-L-leucyl]-l-[N- 

[(phenylmethoxy)carbonyl]-L-leucyl]-3-pyrrolidinone interacts in a similar manner 

to 4-[N-[(phenylmethoxy)carbonyl]^ 

leucyl]-3-pyrrolidinone. Again one stereoisomer is bound. Carbon C 17 is 
covalently attached to SG of cysteine 25. The interaction of 4-[N- 
35 [(phenylmethoxy)carbonyl]-L-leucyl]- 1 -N[N-(methyl)-L-leucyl)]-3-pyrrolidinone is 
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the same as for 4-[N-[(4-pyridylmcthoxy)carbonyI]-L-leucyl]-l-[N- 
[(phenylmethoxy)carbonyl]-L-Ieucyl]-3-pymolidinone, except carbon C22 is 
covaJently attached to SG of cysteine 25. 

Atom 024 of l-N-(N-imidazole acetyl-leucinyl)-amino-3-N-(4-phenoxy- 
5 phenyl-sulfonyl)-amino-propan-2-one forms a hydrogen bond interaction with the 
amide NH of glycine 66. Carbon C19 is covalently attached to SG of cysteine 25. 

In summary, all inhibitors exhibit an aromatic interaction with atoms of the 
indole of Tryptophan 184. Isopropyl atoms CI 2- 15 of 2,2-N,N f -bis- 
benzyloxycarbonyl-L-leucinylcarbohydrazide and (lS)-N-[2-[(l- 

10 benzyloxycartK>nylamino)-3-methylbu 

benzyloxycarbonyl-L-leucinyl)hydrazide make hydrophobic contacts with main 
chain atoms of residues glutamine 21, cysteine 22 and glycine 23. The NE2 atom of 
glutamine 19 is able to donate a hydrogen bond to oxygen atom 2^ , -N,N'-bis- 
ben2yloxycarbonyl-L-leucinylcarbohydrazide:022 # l-N-(N-imidazole acetyl- 

15 leucinyl)-amino-3-N-(4-phenoxy-phenyl^ 

(3-benzyloxybenzoyl)]-2 , -fN , -(N-benzyloxycarbonyl-L- 

leuciny l)]carbohydrazide:O20, 4-[N-[(phenylmethoxy )carbonyl]-L-leucyl]- 1 -[N- 
Kphenylmethoxy)carbonyl]-L-leucyl]-3-^^ 

diamino-piopan-2-one:022, 3(S)-3-[(N-benzyloxycarbonyl)-L-leucinyl]amino-5- 
20 methyl- 1-( 1 -propoxy)-2-hexanone:026 t 4-[N-[(4-pyridylmethoxy)carbonyl]-L- 
leucyl]- 1 -[N-[(phenylmetto^ 

N-2-[[( 1 -benzy loxycarbonyl)amino]0-methylbutyl]thiazol-4-ylcarbony l-N'-2- 

(ben2yloxycarbonyl)amino^-methylpenanoylhydra2ide:023,4-[N- 

[(phenylmethoxy)carbonyl]-L-leucyl].l-N[N-(methyl)-L-leucyl)]-3- 

25 pyrrolidinone:023. The backbone amide nitrogen of glycine 66 donates a hydrogen 
bond to 2 f 2'-N,N-bis-benzyloxycauto^^ 1-N-(N- 
imidazole acetyl-leucinyl)-amino-3-N^4-phenoxy-phenyl-sulfonyl)-amino-propan- 
2-one:024, 2-[N-(3-benzyloxybenzoyl)]-2 , .[N , -(N-benzyloxycartx>n^ 
leucinyl)]carbohydrazide:037, 4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]-l-[N- 

30 [(phenylmethoxy)carbonyl]-L4eucyl]O-pyn'olidinone:O40,bis-(Cbz-leuc 
diamino-propan-2-one:039, (IS, 2 f R>N-2-[[(l-benzyloxycarbonyl)amino]-3- 
methylbutyl]thiazol^ylca^bony^N , -2 , -(benzyloxycaItonyl)amino^ , - 
methylpenanoylhydrazide:O40, 4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]- 1-N[N- 
(methyl)-L-leucyl)]-3-pym)lidinone:031. The hydrophobic pocket lined with atoms 

35 from residues methionine 68, leucine 209, alanine 163 and alanine 134 and portions 
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of tyrosine 67 interact with the isopropyl atoms; bis-(0)z-leucinylM,3-dianiino- 
propan-2-one:C34-37, 2,2 , -N,N'-bis-benzyloxycarbonyl-L-leucinylcarbohydrazide: 
C34-37, ( lS)-N-[2-[(l-benzyIoxycarbonylamino)-3-methylbutyl]thia2ol-4- 
ylcarbonylJ-N'-CN-benzyloxycarbonyl-L-leucinyOhydrazide; :C35-38, 2-[N-(3- 
5 benzyloxybenzoyl)]-2 , -[N , -(N-benzyloxycarbonyl-L-leucinyI)]carbohydrazide:C32^ 
35, 4-[N-[(phenylmethoxy)cart)onyl]-L-leucyl]-l-^ 

leucyl]-3-pyrrolidinone:C35-38, 4-[N-[(4-pyridylmethoxy)carbonyl]-L-leucyl]- 1 -[N- 
[(phenylmethoxy)cartx>nyl]-L-leucyl]-3-pyrrolidinone:C 19-22, 1 -N-(N-imidazole 
acetyl-leucinyl)-amino-3-N-(4-phenoxy-phenyl-sulfonyl)-amino-propan-2-one:C26- 

10 29. All inhibitors except 3(S)-3-[(N-benzyloxycarbonyl)-L-leucinyl]amino-5- 

methyl- 1 -( l-propoxy)-2-hexanone and 4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]- 
l-N[N-(methyl)-L-leucyl)]-3-pyrrolidinone have aromatic groups that interact with 
tyrosine 67 on the protein. All inhibitors are covalently linked to the cysteine 25 SG 
atom through an inhibitor carbon atom. 

15 The crystal structure of the protease of the present invention reveals the three 

dimensional structure of novel active site formed by the atoms of the amino acid 
residues listed in Table XXIX. 

This structure is clearly useful in the structure-based design of protease 
inhibitors, which may be used as therapeutic agents against diseases in which 

20 inhibition of bone resorption is indicated. The discovery of the novel cathepsin K 
catalytic site permits the design of potent, highly selective protease inhibitors. 

Another aspect of this invention involves a method for identifying inhibitors 
of cathepsin K characterized by the crystal structure and novel active site described 
herein, and the inhibitors themselves. The novel protease crystal structure of the 

25 invention permits the identification of inhibitors of protease activity. Such inhibitors 
may bind to all or a portion of the active site of cathepsin K; or even be competitive 
or non-competitive inhibitors. Once identified and screened for biological activity, 
these inhibitors may be used therapeutically or prophylactically to block protease 
activity. 

30 One design approach is to probe the cathepsin K of the invention with 

molecules composed of a variety of different chemical entities to determine optimal 
sites for interaction between candidate cathepsin K inhibitors and the enzyme. For 
example, high resolution X-ray diffraction data collected from crystals saturated 
with solvent allows the determination of where each type of solvent molecule sticks. 
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Small molecules that bind tightly to those sites can then be designed and 
synthesized and tested for their cathepsin K inhibitor activity. 

This invention also enables the development of compounds that can 
isomerize to short-lived reaction intermediates in the chemical reaction of a substrate 
5 or other compound that binds to or with cathepsin K. Thus, the time-dependent 
analysis of structural changes in cathepsin K during its interaction with other 
molecules is permitted. The reaction intermediates of cathepsin K can also be 
deduced from the reaction product in co-complex with cathepsin K. Such 
information is useful to design improved analogues of known cysteine protease 
10 inhibitors or to design novel classes of inhibitors based on the reaction intermediates 
of the cathepsin K enzyme and cathepsin K inhibitor co-complex. This provides a 
novel route for designing cathepsin K inhibitors with both high specificity and 
stability. 

Another approach made possible by this invention, is to screen 

15 computationally small molecule data bases for chemical entities or compounds that 
can bind in whole, or in part, to the cathepsin K enzyme. In this screening, the 
quality of fit of such entities or compounds to the binding site may be judged either 
by shape complementarity [R. L. DesJariais et al., J. Med. Chem . 31:722-729 
(1988)] or by estimated interaction energy [E. C. Meng et al, J. Comp. Chem. . 

20 12:505-524(1992)]. 

Because cathepsin K may crystallize in more than one crystal form, the 
structure coordinates of cathepsin K, or portions thereof, as provided by this 
invention are particularly useful to solve the structure of those other crystal forms of 
cathepsin K. They may also be used to solve the structure of cathepsin K mutants, 

25 cathepsin K co-complexes, or of the crystalline form of any other protein with 

significant amino acid sequence homology to any functional domain of cathepsin K. 

One method that may be employed for this purpose is molecular 
replacement. In this method, the unknown crystal structure, whether it is another 
crystal form of cathepsin K, a cathepsin K mutant, or a cathepsin K co-complex, or 

30 the crystal of some other protein with significant amino acid sequence homology to 
any functional domain of cathepsin K, may be determined using the cathepsin K 
structure coordinates of this invention as provided in Table I. This method will 
provide an accurate structural form for the unknown crystal more quickly and 
efficiently than attempting to determine such information ab initio. 
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Thus, the cathcpsin K structure provided herein permits the screening of 
known molecules and/or the designing of new molecules which bind to the protease 
structure, particularly at the active site, via the use of computerized evaluation 
systems. For example, computer modeling systems are available in which the 
5 sequence of the protease, and the protease structure (i.e., atomic coordinates of 
cathepsin K and/or the atomic coordinate of the active site cavity, bond angles, 
dihedral angles, distances between atoms in the active site region, etc. as provided 
by Table I may be input. Thus, a machine readable medium may be encoded with 
data representing the coordinates of Table I in this process. The computer then 
10 generates structural details of the site into which a test compound should bind, 
thereby enabling the determination of the complementary structural details of said 
test compound. 

More particularly, the design of compounds that bind to or inhibit cathepsin 
K according to this invention generally involves consideration of two factors. First, 

15 the compound must be capable of physically and structurally associating with 
cathepsin K. Non-covalent molecular interactions important in the association of 
cathepsin K with its substrate include hydrogen bonding, van der Waals and 
hydrophobic interactions. 

Second, the compound must be able to assume a conformation that allows it 

20 to associate with cathepsin K. Although certain portions of the compound will not 
directly participate in this association with cathepsin K, those portions may still 
influence the overall conformation of the molecule. This, in turn, may have a 
significant impact on potency. Such conformational requirements include the 
overall three-dimensional structure and orientation of the chemical entity or 

25 compound in relation to all or a portion of the binding site, e.g., active site or 

accessory binding site of cathepsin K, or the spacing between functional groups of a 
compound comprising several chemical entities that directly interact with cathepsin 
K. 

The potential inhibitory or binding effect of a chemical compound with 
30 cathepsin K may be estimated prior to its actual synthesis and testing by the use of 
computer modeling techniques. If the theoretical structure of the given compound 
suggests insufficient interaction and association between it and cathepsin K, 
synthesis and testing of the compound is obviated. However, if computer modeling 
indicates a strong interaction, the molecule may then be synthesized and tested for 
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its ability to bind to cathepsin K in a suitable assay. In this manner, synthesis of 
inoperative compounds may be avoided. 

An inhibitory or other binding compound of cathepsin K may be 
computationally evaluated and designed by means of a series of steps in which 
5 chemical entities or fragments are screened and selected for their ability to associate 
with the individual binding pockets or other areas of cathepsin K. 

One skilled in the art may use one of several methods to screen chemical 
entities or fragments for their ability to associate with cathepsin K and more 
particularly with the individual binding pockets of the cathepsin K active site or 
10 accessory binding site. This process may begin by visual inspection of, for example, 
the active site on the computer screen based on the cathepsin K coordinates in Table 
I. Selected fragments or chemical entities may then be position cathepsin K. 
Docking may be accomplished using software such as Quanta and Sybyl, followed 
by energy minimization and molecular dynamics with standard molecular mechanics 
15 forcefields, such as CHARMM and AMBER. 

Specialized computer programs may also assist in the process of selecting 
fragments or chemical entities. These include: 

• GRID [P. J. Goodford, "A Computational Procedure for Determining 
Energetically Favorable Binding Sites on Biologically Important Macromolecules", 

20 J. Med. Chem.. 25:849-857 ( 1985)]. GRID is available from Oxford University, 
Oxford, UK. 

• MCSS [A. Miranker and M. Karplus, "Functionality Maps of Binding 
Sites: A Multiple Copy Simultaneous Search Method", Proteins: Structure. Function 
and QcrKtlCS, 11:29-34 ( 199 1 )]. MCSS is available from Molecular Simulations, 

25 Burlington, MA. 

• AUTODOCK [D. S. Goodsell and A. J. Olsen, "Automated Docking 
of Substrates to Proteins by Simulated Annealing", Proteins: Structure. Function. 
and qsnfflCS, 4: 195-202 (1990)]. AUTODOCK is available from Scripps Research 
Institute, La Jolla, CA. 

30 • DOCK [I. D. Kuntz et al, "A Geometric Approach to Macromolecule- 

Ligand Interactions", J. MoL Biol.. 1^:269-288 (1982)]. DOCK is available from 
University of California, San Francisco, CA. 

Additional commercially available computer databases for small molecular 
compounds includes Cambridge Structural Database and Fine Chemical Database, 

35 for a review see Rusinko, A., Chem. Des. Auto. News 8, 44-47 (1993). 
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Once suitable chemical entities or fragments have been selected, they can be 
assembled into a single compound or inhibitor. Assembly may be proceeded by 
visual inspection of the relationship of the fragments to each other on the three- 
dimensional image displayed on a computer screen in relation to the structure 
5 coordinates of cathepsin K. This would be followed by manual model building 
using software such as Quanta or Sybyl. 

Useful programs to aid one of skill in the ait in connecting the individual 
chemical entities or fragments include: 

• CAVEAT [P. A. Bartlett et al, "CAVEAT: A Program to Facilitate 
10 the Structure-Derived Design of Biologically Active Molecules", in Molecular 

Recognition in Chemical and Biological Problem*" Special Pub., Royal Chem. Soc. 
78, pp. 182-196 (1989)]. CAVEAT is available from the University of California, 
Berkeley, CA. 

• 3D Database systems such as MACCS-3D (MDL Information 

15 Systems, San Leandro, CA). This area is reviewed in Y. C. Martin, "3D Database 
Searching in Drug Design", J. Med. Chem. . 25:2145-2154 ( 1992). 

• HOOK (available from Molecular Simulations, Burlington, MA). 
Instead of proceeding to build a cathepsin K inhibitor in a step-wise fashion 

one fragment or chemical entity at a time as described above, inhibitory or other type 
20 of binding compounds may be designed as a whole or "de novo" using either an 
empty active site or optionally including some portion(s) of a known inhibitors). 
These methods include: 

• LUDI [H.-J. Bohm, The Computer Program LUDI: A New Method 
for the De Novo Design of Enzyme Inhibitors", J. Comp. Aid. Molec. Design . &61- 

25 78 ( 1 992)]. LUDI is available from Biosym Technologies, San Diego, CA. 

LEGEND [Y. Nishibata and A. Itai, Tetrahedron . 42:8985 (1991)]. 
LEGEND is available from Molecular Simulations, Burlington, MA. 

• LeapFrog (available from Tripos Associates, St. Louis, MO). 
Other molecular modeling techniques may also be employed in accordance 

30 with this invention. See, e.g., N. C Cohen et al, "Molecular Modeling Software and 
Methods for Medicinal Chemistry", J. Med. Chem. . 22:883-894 (1990). See also, 
M. A. Navia and M. A. Murcko, "The Use of Structural Information in Drug 
Design", Current Opinions in Struct ural Bioloyv . 2:202-2 10 (1992). For example, 
where the structures of test compounds are known, a model of the test compound 

35 may be superimposed over the model of the structure of the invention. Numerous 
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methods and techniques are known in the art for performing this step, any of which 
may be used. See, e.g., P.S. Farmer, Drug Design, Ariens, E.J., ed., Vol. 10, pp 1 19- 
143 (Academic Press, New York, 1980); U.S. Patent No. 5,331,573; U.S. Patent No. 
5,500,807; C. Verlinde, Structure . 2:577-587 (1994); and I. D. Kuntz, Science . 
5 252^1078-1082 (1992). The model building techniques and computer evaluation 
systems described herein are not a limitation on the present invention. 

Thus, using these computer evaluation systems, a large number of 
compounds may be quickly and easily examined and expensive and lengthy 
biochemical testing avoided. Moreover, the need for actual synthesis of many 

1 0 compounds is effectively eliminated. 

Once identified by the modeling techniques, the protease inhibitor may be 
tested for bioactivity using standard techniques. For example, structure of the 
invention may be used in binding assays using conventional formats to screen 
inhibitors. Suitable assays for use herein include, but are not limited to, the enzyme- 

15 linked immunosorbent assay (ELISA), or a fluoresence quench assay. See, for 
example, the cathepsin K activity assay of Example 2 below. Other assay formats 
may be used; these assay formats are not a limitation on the present invention. 

In another aspect, the protease structure of the invention permit the design 
and identification of synthetic compounds and/or other molecules which have a 

20 shape complimentary to the conformation of the protease active site of the invention. 
Using known computer systems, the coordinates of the protease structure of the 
invention may be provided in machine readable form, the test compounds designed 
and/or screened and their conformations superimposed on the structure of the 
protease of the invention. Subsequently, suitable candidates identified as above may 

25 be screened for the desired protease inhibitory bioactivity, stability, and the like. 

Once identified and screened for biological activity, these inhibitors may be 
used therapeutically or prophylactically to block cathepsin K activity. 

The following examples illustrate various aspects of this invention. These 
examples do not limit the scope of this invention which is defined by the appended 

30 claims. 



EXAMPLE 1: Analysis of the Structure of Cathepsin K 

A Expression, Purification and Crystallization 

Cathepsin K (see Fig. 1) was expressed and purified as described in 
35 Bossard, M. J., et al., 7. Biol Chem. 271, 12517-12524 (1996). 
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Crystals of cathepsin K were grown by vapor diffusion in banging drops 
from a solution of 30% PEG 8000, 0.1 M Na+/K+ phosphate at pH 4.5 containing 
0.2M U2SO4. Crystals of the complex are tetragonal, space group P432}2, with 
cell constants of a=57.7 Angstroms and c=131.1 Angstroms. The crystals contain 
5 one molecule in the asymmetric unit and contain 36 % solvent with a V m value of 
2.3 AVDalton. The structure was determined by molecular replacement using 
X-PLOR [Brunger, A.T., et al., Science, 235, 458-460 (1987)]. The starting model 
consisted of the protein atoms from the cathepsin K E-64 complex structure 
described herein. 

1 0 B. Model Building and Refinement 

Using the three-dimensional electron density map obtained from 
above, the polypeptide chain of the cathepsin K can be traced without ambiguity. 
All 215 residues with side chains were built using the 3-D computer graphics 
program FRODO [Jones, T.A., 7. Appi Crystallogr., 11, 268-272 (1978)]. Each of 

1 5 these 2 1 5 amino acids residues was manually positioned in its electron density, 

allowing for a unique position for each atom in cathepsin K in which each position is 
defined by a unique set of atomic coordinates (X,Y,Z) as shown in Table I. Starting 
with these atomic coordinates, a diffraction pattern was calculated and compared to 
the experimental data. The difference between the calculated and experimentally 

20 determined diffraction patterns was monitored by the value of Rq. The refinement 
(using X-PLOR) of the structural model necessitates adjustments of atomic positions 
to minimize the R-factor, where a value of below 20% is typical for a good quality 
protein structure and a value of higher than 25% usually indicates the need of further 
refinement. 

25 

EXAMPLE 2; Assays 

Determination of cathepsin K proteolytic catalytic activity 

All assays for cathepsin K were carried out with human recombinant 
enzyme. Standard assay conditions for the determination of kinetic constants used a 

30 fluorogenic peptide substrate, typically Cbz-Phe-Arg-AMC, and were determined in 
100 niM Na acetate at pH 5.5 containing 20 mM cysteine and 5 mM EDTA. Stock 
substrate solutions were prepared at concentrations of 10 or 20 mM in DMSO with 
20 uM final substrate concentration in the assays. All assays contained 10% DMSO. 
Independent experiments found that this level of DMSO had no effect on enzyme 

35 activity or kinetic constants. All assays were conducted at ambient temperature. 
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Product fluorescence (excitation at 360 nM; emission at 460 nM) was monitored 
with a Perceptive Biosystems Cytofluor II fluorescent plate reader. Product progress 
curves were generated over 20 to 30 minutes following formation of AMC product. 

5 Inhibition studies 

Potential inhibitors were evaluated using the progress curve method. Assays 
were carried out in the presence of variable concentrations of test compound. 
Reactions were initiated by addition of enzyme to buffered solutions of inhibitor and 
substrate. Data analysis was conducted according to one of two procedures 
10 depending on the appearance of the progress curves in the presence of inhibitors. 
For those compounds whose progress curves were linear, apparent inhibition 
constants (Ki f app) were calculated according to equation 1 (Brandt et ai, 
Biochemistry, 1989, 25, 140): 

15 v = VmA /[K Q (1 + I/K if a pp) +A/ 

(1) 

where v is the velocity of the reaction with maximal velocity V m , A is the 
concentration of substrate with Michaelis constant of Kq, and / is the concentration 
20 of inhibitor. 

For those compounds whose progress curves showed downward curvature 
characteristic of time-dependent inhibition, the data from individual sets was 
analyzed to give k a bs according to equation 2: 

25 [AMC] = v ss t + (vo - v ss ) [1 - exp (-k<,bst)] /k Q bs 

(2) 

where [AMC] is the concentration of product formed over time r, vo is the initial 
reaction velocity and v ss is the final steady state rate. Values for kobs were then 
30 analyzed as a linear function of inhibitor concentration to generate an apparent 
second order rate constant (kobs / inhibitor concentration or kobs / [I]) describing 
the time-dependent inhibition. A complete discussion of this kinetic treatment has 
been fully described (Morrison et aL t Adv. Enzymol Relat. Areas MoL Biol, 1988, 
67,201). 
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This assay measures the affinity of inhibitors to cathepsin K. One skilled in 
the an would consider any compound exhibiting a Kj value of less than SO 
micromolar to be a potential lead compound for further research. Preferably, the 
compounds used in the method of the present invention have a Kj value of less than 
5 1 micromolar. Most preferably, said compounds have a Kj value of less than 100 
nanomolar. 

Human Osteoclast Resorption Assay 

Aliquots of osteoclastoma-derived cell suspensions were removed from 

liquid nitrogen storage, wanned rapidly at 37°C and washed xl in RPMI-1640 
10 medium by centrifugation (1000 rpm, 5 min at 4°C). The medium was aspirated and 

replaced with murine anti-HLA-DR antibody, diluted 1:3 in RPMI-1640 medium, 

and incubated for 30 min on ice The cell suspension was mixed frequently. 

The cells were washed x2 with cold RPMI-1640 by centrifugation (1000 

rpm, 5 min at 4°C) and then transferred to a sterile 15 mL centrifuge tube. The 
15 number of mononuclear cells were enumerated in an improved Neubauer counting 

chamber. 

Sufficient magnetic beads (S / mononuclear cell), coated with goat anti-mouse IgG, 
were removed from their stock bottle and placed into 5 mL of fresh medium (this 
washes away the toxic azide preservative). The medium was removed by 

20 immobilizing the beads on a magnet and is replaced with fresh medium. 

The beads were mixed with the cells and the suspension was incubated for 30 
min on ice. The suspension was mixed frequently. The bead-coated cells were 
immobilized on a magnet and the remaining cells (osteoclast-rich fraction) were 
decanted into a sterile 50 mL centrifuge tube. Fresh medium was added to the bead- 

25 coated cells to dislodge any trapped osteoclasts. This wash process was repeated 
xlO. The bead-coated cells were discarded. 

The osteoclasts were enumerated in a counting chamber, using a large-bore 
disposable plastic Pasteur pipette to charge the chamber with the sample. The cells 
were pelleted by centrifugation and the density of osteoclasts adjusted to 

30 1 .5x ltfVmL in EMEM medium, supplemented with 10% fetal calf serum and 
1.7g/liter of sodium bicarbonate. 3 mL aliquots of the cell suspension ( per 
treatment) were decanted into 15 mL centrifuge tubes. These cells were pelleted by 
centrifugation. To each tube 3 mL of the appropriate treatment was added (diluted 
to 50 uM in the EMEM medium). Also included were appropriate vehicle controls, a 



54 



WO 97/16177 



PCT/US96/17512 



positive control (87MEM1 diluted to 100 ug/mL) and an isotype control (IgG2a 
diluted to 100 ug/mL). The tubes were incubate at 37°C for 30 min. 

0.5 mL aliquots of the cells were seeded onto sterile dentine slices in a 48- 
well plate and incubated at 37°C for 2 h. Each treatment was screened in 
5 quadruplicate. The slices were washed in six changes of warm PBS (10 mL / well in 
a 6-well plate) and then placed into fresh treatment or control and incubated at 37°C 
for 48 h. The slices were then washed in phosphate buffered saline and fixed in 2% 
glutaraldehyde (in 0.2M sodium cacodylate) for 5 min., following which they were 
washed in water and incubated in buffer for 5 min at 37°C. The slices were then 
10 washed in cold water and incubated in cold acetate buffer / fast red garnet for 5 min 
at 4°C. Excess buffer was aspirated, and the slices were air dried following a wash 
in water. 

The TRAP positive osteoclasts were enumerated by bright-field microscopy 
and were then removed from the surface of the dentine by sonication. Pit volumes 
15 were determined using the Nikon/Lasertec ILM21W confocal microscope. 

EXAMPLE 3: Method of Detecting Inhibitor* 

The three dimensional atomic structure can be readily used as a template for 
selecting potent inhibitors. Various computer programs and databases are available 
20 for the purpose. A good inhibitor should at least have excellent steric and 

electrostatic complementarity to the target, a fair amount of hydrophobic surface 
buried and sufficient conformational rigidity to minimize entropy loss upon binding. 
The approach usually comprises several steps: 

1) Define a region to target, the active site cavity of cathepsin K can be 
25 selected, but any place that is essential to the protease activity could become a 

potential target. Since the crystal structure has been determined, the spatial and 
chemical properties of the target region is known. 

2) Docking a small molecule onto the target. Many methods can be 
used to archive this. Computer databases of three-dimensional structures are 

30 available for screening millions of small molecular compounds. A negative image 
of these compounds can be calculated and used to match the shape of the target 
cavity. The profiles of hydrogen bond donor-acceptor and lipophilic points of these 
compounds can also be used to complement those of the target. Anyone skilled in 
the art would be able to identify many small molecules or fragments as hits. 
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3) Linking and extending recognition fragments. Using the hits 
identified by above procedure, one can incorporate different functional groups or 
small molecules into a single, larger molecule. The resulting molecule is likely to be 
more potent and have higher specificity. It is also possible to try to improve the 
5 "seed" inhibitor by adding more atoms or fragments that will interact with the target 
protein. The originally defined target region can be readily expanded to allow 
further necessary extension. 

A limited number of promising compounds can be selected through the 
process. They can then be synthesized and assayed for their inhibitory properties. 
10 The success rate can sometimes be as high as 20%, and it may still be higher with 
the rapid progresses in computing methods. 

EXAMPLE 4; Crystallization of Enzvme with Inhibitors 

15 a. Preparation of Inhibitors 

Compound l , Preparation of 4-rN-r(Dhenvlmethoxvkarbonvn^leucvn-l -fN- 
rfphenvlmcthoxv)carbonvn-L-leucvll-3>pvrrolidinQne 

20 a) 3-hydroxy-4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]- 1 - 

pyrrolidinecarboxylic acid l,ldimethylethyl ester 

To a solution of 3-hydroxy-4-amino-l -pyrrolidinecarboxylic acid, 1,1- 

dimethylethyl ester (202 mg, 1. 14 mmol) in CH2CI2 (5 mL) was added CBZ-leucine 

(302.9 mg, 1.14 mmol), HOBT (154 mg, 1.14 mmol) and EDC (262.2 mg, 1.37 
25 mmol). The reaction was allowed to stir until complete by TLC analysis whereupon 

it was diluted with EtOAc and washed sequentially with pH 4 buffer, sat. K2CO3, 

water and brine. The organic layer was dried (MgSC>4), filtered and concentrated. 

Column chromatography of the residue (3: 1 EtOAcrhexanes) gave 325 mg of the 

tide compound: MS (ES+) 450.3 (MH+), 472.2 (M+Na). 

30 

b) 3-hydroxy-4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]- 1 -pyrrolidine 
hydrochloride 

To a solution of the carbamate (3 10 mg, 0.69 mmol) in dry EtOAc (5.0 mL) 
was bubbled HC1 gas for approximately 5 minutes. The reaction was stirred until 
35 TLC analysis indicated the complete consumption of the starting material. The 
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reaction was then concentrated in vacuo to give 249 mg of the title compound: MS 
(ES+) 350.3 (MH+) 

c) 4-[N-[(phenylmethoxy)carbonyI]-L-leucyl]- 1 -[N- 
5 [(phenylmethoxy)carbonyl]-L-leucyl]-3-pyrrolidinol 

To a solution of the amine hydrochloride from the previous step (249 mg, 
0.64 mmol) in CH2CI2 (10 mL) was added CBZ-leucine (170.4 mg, 0.64 mmol), 
HOBT (86.5 mg, 0.64 mmol), NMM (300 uL) and EDC ( 147.2 mg, 0.77 mmol). 
The reaction was allowed to stir at room temperature for 2 hours whereupon it was 
10 diluted with ethyl acetate and worked up as described previously. Column 
chromatography of the residue (3: lEtOAc:hexanes) gave 104 mg of the title 
compound: MS (ES+) 597.1 (MH+), 619.1 (M+Na). 

d) 4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]- 1 -[N- 
1 5 [(phenylmethoxy)carbony l]-L-leucyl]-3-pyrrolidinone 

To a 0°C solution of the alcohol (100 mg, 0.17 mmol) in acetone (5.0 mL) 
was added Jone s reagent dropwise until the brown color persisted. The reaction was 
allowed to warm to room temperature and stirred approximately 48 hours whereupon 
it was quenched with isopropanol, diluted with EtOAc and washed sequentially with 
20 sat. K2CO3, water and brine. The organic layer was dried (MgSC>4), filtered and 
concentrated. Column chromatography of the residue (3: 1 EtOActhexanes) gave 31 
mg of the title compound: MS (ES+) 595. 1 (MH+), 617.0 (M+Na). 

Compound 2. Preparation of 4>rN4fDhenvlmethoxvlcarbonvn^leucvl% 1 -NfN- 

25 ( mcthyl)-L-lgMgYl)l'3'PYrrolidinong 

a) 4-[N-[(phenylmethoxy)carbonyl]-L-leucy 1]- 1 -[N-[(tert-butoxy)carbonyl]-N- 
(methyl)-L-leucyl]-3-pyrrolidinol 

To a solution of 3-hydroxy-4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]-l- 

30 pyrrolidine (350 mg) was added N-BOC-N-methyl-leucine (222 mg, 0.0.91 mmol), 
HOBT( 122.5 mg, 0.91 mmol), EDC (208.6 mg, 1.08 mmol) and N-methyl 
morpholine (0.3 mL, 2.72 mmol). The reaction was stirred at room temperature 
until complete by TLC analysis. Workup and column chromatography (1:1 
Hex:EtOAc ) gave 480 mg of the title compound which was used in the following 

35 reaction: MS (ES+) 477.4, 577.4 (MH+), 599.4 (M+Na). 
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b) 4-[N4(phenylmethoxy)carbonyl]-L-leucyI]- 1 -[N-[(tert-butoxy)carbonyl]-N- 
(methyl)-L-leucyl]-3-pyrrolidinone 

To a -78°C solution of oxalyl chloride (0. 1 1 mL, 1.23 nunol) in CH2CI2 was 
5 added DMSO (0. 17 mL, 2.46 mmol) dropwise. The reaction was allowed to stir at - 
78°C for 20 minutes whereupon a solution of the alcohol (474 mg, 0.82 nunol) in 
CH2CI2 was added dropwise. The reaction was stirred at -78°C for 30 minutes 
whereupon triethylamine (0.57 mL) was added in a single portion and allowed to 
warm to room temperature. Workup and column chromatography (2: 1 hexanesrethyl 
10 acetate) gave 247 mg of the title compound: MS (ES+) 475, 575 (M+H), 597 
(M+Na). 

c) 4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]- 1 -N[N-(methyl)-L-leucyl)]-3- 
pyrrolidinone hydrochloride 

15 To a room temperature solution EtOAc/HCl was added the carbamate. The 

reaction was stirred until complete by TLC analysis. Concentration gave the title 
compound: MS (ES+)475 (M+H, 100%). 

Compound 3, Preparation of 4-fN>rf4-nvridvlmethoxvkarbonvlVL-leucvlU 1 -fN- 
20 r(phenvlmethoxvtearbonvl1-L>leucvn^-pvrmHdinnfi ft 

a) 3-hydroxy-4-[N-[(4-pyridylmethoxy)carbonyl]-L-leucyl]- 1 - 
pyrrolidinecarboxylic acid l,ldimethylethyl ester 

3-hydroxy-4-amino-l-pyrrolidinecaiboxylic acid, 1,1-dimethylethyl ester 
25 was coupled with iso-nicotinoyloxycarbonyl leucine in a similar manner as that 
described above to give 8.5 grams of the title compound: MS (ES+) 451 (MH+, 
100%). 

b) 3-hydroxy-4-[N-[(4-pyridylmethoxy)carbonyl]-L-leucy 1]- 1 -pyrrolidine 
30 hydrochloride 

The carbamate from the previous step was deprotected with EtOAc/HCl to give 8.4 
grams of the title compound after concentration: MS (ES+)351 (MH+, 100%). 

c) 4-[N-[(4-pyridylmethoxy)carbony l]-L-leucyl]- 1-[N- 
35 [(phenylmethoxy)carbonyl]-L-leucyl]-3-pyrrolidinol 
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To a solution of CBZ leucinal (155 mg) in CH2CI2 was added triethylamine 
(0.09 mL) and the amine hydrochloride (200 mg, 0.52 mmol) from the previous step. 
The reaction was stirred at room temperature for 2 hours whereupon the majority of 
the solvent was removed in vacuo. The mixture was redissolved in CH2CI2 and 
5 sodium triacetoxyborohydride was added. The reaction was stirred at room 
temperature for 4 hours. Workup and column chromatography (5% 

methanol/chloroform) gave 200.5 mg of the title compound: MS(ES+) 583 (MH+, 
100%). 

10 d) 4-[N-[(4.pyridylmethoxy)carbonyl]-L T leucyl]-K[N- 
[(phenylmethoxy)carbonyl]-L-leucyl]-3-pyrrolidinone 

To a DMSO (2 mL) solution of the alcohol (50 mg, 0.09 mmol) from the previous 
step was added triethylamine (0.07 mL, 0.52 mmol) and pyridine/sulfur trioxide 
complex (41 mg, 0.26 mmol). The reaction was maintained at room temperature 
15 until complete by TLC analysis. Workup and chromatography (5% 

methanol/chloroform) gave 37 mg of the title compound: MS (ES+) 582 (MH+, 
100%). 

Compound 4. Preparation of (3SV3-frN>benzvloxv C arbonvlVL-leucinvnamin^U 
20 fl-propoxvV5-methvl-2-hexannn e 

(3S)-3-[(N-benzyloxycarbonyl)-L-leucinyl]amino- 1 -diazo-5-methyl-2- 
hexanone (150 mg, 0.37 mmol) was dissolved in 1-propanol (2.5 ml), then rhodium 
acetate (2 mg) was added and the reaction was stirred at RT for 2h. The reaction 
25 mixture was chromatographed (silica gel, 20% EtOAc/hexanes) to yield the title 
compound as a white solid (59 mg, 37%). MS(ES) M+IT= 435, M+ NH4*= 452, 
2M+H* = 869.6. 

Compound 5. Preparation of bis-rCbz-leucinvIl 1 3-diamino-pro D an-2-one 
30 Cbz-leucine (500 mg, 1.88 mmol), EDCI (558 mg, 1.88 mmol) was 

dissolved in DMF (4.0 ml) with l,3-diamino-propan-2-ol (85 mg, 0.94 mmol) and 
Hunig's base (0.3 ml, 1.88 mmol) and was stirred at RT overnight. The reaction was 
diluted with EtOAc (20 ml) and was extracted with water (2 x 20 ml). The 
combined organics were dried with magnesium sulfate, filtered, concentrated in 
35 vacuo. The intermediate was then dissolved in acetone (4.0 ml) and Jones reagent 
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(2.0 ml, 1.5 M) was added dropwise and the reaction was stirred at RT overnight. 
The excess Jones reagent was then quenched with isopropanol (1.0 ml), then the 
reaction was diluted with EtOAc (20 ml) and was extracted with water (2x 20 ml) to 
remove the inorganic salts. The combined organics were dried with magnesium 
5 sulfate, filtered, concentrated, and chromatographed (silica gel, 2-5% MeOH/ 
methylene chloride) to give the title compound as a white solid (410 mg, 75%). 
MS(ES) M+H=583, M+Na =605. 

Compound 6. Preparation of 2-fN-( 3-benzvloxvh enzovm-2'-rN'-rN- 
10 ben2vloxvcarbonvl-L-leucinvmcarbohvdrazid e 

a) methyl 3-benzyloxybenzoate 

To a suspension of NaH (0.395 g, 9.87 mmol, 60% in mineral oil) in DMF 
(20 mL) was added methyl 3-hydroxybenzoate ( 1.0 g, 6.58 mmol). After stirring for 

15 15 min at room temperature, benzyl bromide (1. 1 g, 6.58 mmol) was added. After 
stirring at room temperature for 3h, the solution was partitioned between ethyl 
acetate and water. The organic layer was washed with waer (2 X 75 mL), saturated 
aqueous sodium bicarbonate, and brine, then dried (MgSC>4), filtered and 
concentrated to yield an off-white solid (1.013 g, 4.2 mmol). *H NMR (400 MHz, 

20 CDCI 3 ) d 7.67 (m, 2H), 7.48-7.34 (m. 6H), 7.19 (m, 1H), 5.12 (s, 2H), 3.95 (s, 3H). 

b) 3-benzyloxybenzoic acid 

To a solution of the compound of Example 6(a) (0.400 g, 1.65 mmol) in THF 
(2 mL) and water (2 mL) was added lithium hydroxide monohydrate (0.076 g, 1.82 
25 mmol). After stirring at reflux for 5 h, the solution was partitioned between ethyl 
acetate and 3N HC1. The organic layer was washed with brine, dried (MgS04), 
filtered and concentrated to yield a white solid (0.355 g, 1.56 mmol). *H NMR (400 
MHz, CD3OD) d 7.58 (m, 2H), 7.36-7.24 (m. 6H), 7.10 (m, 1H), 5.04 (s, 2H). 

30 c) 2-[N-(3-benzyloxybenzoyl)]-2'-[N , -(N-benzyloxycarbonyl-L- 
leucinyl)]carbohydrazide 

Following the procedure of Example A, below, except substituting 3- 
benzyloxybenzoic acid for N-acetyl-L-leucine and 2-[N-(N-benzyloxycarbonyl-L- 
leucinyl)]carbohydrazide for 2-[N-(N-benzyloxycarbonyl-L-alanyl)]carbohydrazide, 
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the title compound was prepared as a white solid (0.062 g, 25%). MS(ESI): 548. 1 
(M+H)+ 

Example A 

5 Preparation of 2>fN^N-acetvNL-leucinvni-2^rN , -(N-benzvl oxvcarbonvUL^ 

To a stirring solution of 2-[N-(N-benzyloxycarbonyl-L- 
alanyi)]carbohydrazide (0.150g, 0.508mmol) in DMF (2mL) was added N-acetyl-L- 
leucine (0.092g f 0.534mmol), 1 -hydroxy benzotriazole (0.014g, 0.102mmol), and 1- 

1 0 (3-dimethylaminopropyl)-3-ethylwbodumide hydrochloride (0. 1 02g, 0.534mmol). 
After stirring at room temperature for 16h, the solution was diluted with ethyl 
acetate, washed successively with water, saturated aqueous sodium bicarbonate, and 
brine. The organic layer was dried (MgSOl), filtered and concentrated. The residue 
was purified by column chromatography (silica gel, methanol/dichloromethane) to 

15 yield the title compound as a white solid (0.028 g, 12%). MS(ESI): 45 1. 1 (M+H)+. 

Compound 7. Preparation of (lSVN-r24(l-benzvloxvcarbonvlaminoV^ 
methvlbutvnthiazol^vlcar^ 

20 a) N-rerr-butoxycarbonyl-(L)-leucinamide 

To a solution of N-tert-butoxycartx)nyl-(L)-leucine (7.0g, 28.1mmol ) in dry 
THF(lOOmL) at -40°C was added isobutylchloroformate (3.8g, 28.1mmol) and N- 
methylmorphiline (6.0, 59mmoI). After 15 minutes of stirring, ammonia was 
bubbled through the mixture for an additional 15 minutes, then warmed to room 

25 temperature and allowed to stir for 2 hours. Mixture filtered and filtrate 

concentrated in vacuo to yield title compound as a white solid (6.5, 28.0mmol). 
■HNMR (400MHz, CDC1,) d 6.38 (br s, 1H), 5.79 (br s, 1H), 5.04 (br d, 1H), 4.13 
(m, 1H), 1.71-1.49 (m, 3H), 1.39 (s, 9H), 0.92 (dd, 6H). 

30 b) N-fm-butoxycaitoonyl-(L)-leucinethioamide 

To a stirring solution of the compound of Example 7(a) (6.5, 28.0 mmol) in 
dry THF was added Lawesson's reagent (6.8g, 16.9 mmol) and the mixture was 
stirred at room temperature under argon overnight. The solvent was evaporated and 
the residue chromatographed (silica gel, 12% ethyl acetate/hexane) to give the title 

35 compound as a white solid (5.4g, 77%). 'HNMR (400MHz, CDC1 3 ) d 8.54 (br s, 
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1H), 7.97 (br s, 1H), 5.28 (br d, 1H), 4.52 (m, 1H), 1.72-1.58 (m, 3H), 1.40 (s, 9H), 
0.92 (m,6H). 

c) (1S)-1 -(tert-butoxycarbonyl)amino- 1 -(4-carboethoxy thiazol-2-yl)-3- 
5 methylbutane 

The compound of Example 7(b) (5.4g, 21.7 mmol) was stirred in dry acetone 
(lOOmL) under argon at -10°C. Ethylbromopyruvate (4.7g, 23.9mmol) was added 
and stirred for lh at -10°C. The solution was poured into a well stirred mixture of 
chloroform and water and then into saturated sodium bicarbonate solution. The 

10 organic phase was separated and the aqueous layer extracted with chloroform. The 
combined organic extracts were dried over MgS0 4 , filtered and concentrated to an 
oil. The oily residue was treated with TFAA (5.0g, 23.9mmol) and pyridine (3.8g, 
47.8mmol) in dichloromethane for lh at -20°C. Excess solvent was removed in 
vacuo and the residue was dissolved in dichloromethane. The solution was washed 

15 with saturated aqueous sodium bicarbonate and 1.0N KHS0 4 until pH 7. The 

solution was dried over magnesium sulfate, filtered and concentrated to an oil which 
was chromatographed (silica gel, 7.5% ethyl acetate/hexane) to give the title 
compound as a tan solid (4.5g, 61%). l HNMR (400MHz, CDC1 3 ) d 7.98 (s, 1H), 
5.04 (br d, 1H), 4.95 (m, 1H), 4.31 (q, 2H), 1.88 (m, 1H), 1.63 (m, 2H), 1.40 (s, 

20 9H), 1 .32 (t, 3H), 0.85 (dd, 6H). 

d) ( 1 S)- 1 -(Benzyloxycarbonyl)amino- 1 -(4-carboethoxy thiazol-2-yl)-3-methylbutane 

The compound of Example 7(c) (0.250g, 0.731 mmol) was dissolved in TFA 
(2mL) and stirred at room temperature for 15 minutes when diluted with methanol 

25 and concentrated in vacuo. The residue was dissolved in methylene chloride and 
treated with triethylamine (0.739g, 7.31 mmol) followed by benzyl chloroformate 
(1.2g, 7.31mmol). The solution stirred at room temperature for 2h when partition 
between ethyl acetate/water. The organic layer was washed with brine, collected, 
dried (MgSOJ and concentrated to a residue that was chromatographed (silica gel, 

30 15% ethyl acetate/hexane) to give the tide compound as an oil (0. 198g, 72%). 

'HNMR (400MHz, CDC1 3 ) d 8.01 (s, 1H), 7.32 (m, 5H), 5.51 (br d, 1H), 5.14 (m, 
1H), 5.10 (s, 2H), 4.37 (q, 2H), 1.93 (m, 1H), 1.81-1.67 (m, 2H), 1.39 (t, 3H), 0.95 
(m, 6H). 
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e) ( 1 S)-N-[2-[( 1 -benzyloxycaibonylamino)-3-methylbutyl] thiazol-4-y lcarbonyl]-N'- 
(N-benzyloxycarbonyl-L-leucinyl)hydrazide 

Following the procedure of Example B(a)-(d), below, except substituting 
5 ( 1 S)-i -(Benzyloxycarbonyl)amino- 1 -<4-carboethoxythiazol-2-yl)-3-methylbutane 
for(lS)-l-benzyloxycarbonyIamino-H2^arboe 
in step (c), the tide compound was prepared. MS (MIT): 610.0 

Example B 

10 Preparation of (lS.rRVN^rfn-benzvloxvcarbonvnaminol -S-methvlbutvllthiazoU 
2-vlcarbonvl-N , -2 , -(benzvlox^ 

a) N-benzyloxycarbonyl-L-leucinyl bromomethyl ketone 

1 -methy 1-3-nitro- 1 -nitrosoguanidine (6.65 g, 45.2 mmol) in ether (225 mL) 
15 is cooled to 0°C. 40% sodium hydroxide is added slowly and the diazomethane is 
allowed to collect in the ether solution for 30 minutes at 0°C. The ether solution is 
then decanted and left at 0 °C. 

N-Cbz-L-leucine (2.10 g, 7.6 mmol) was dissolved in THF (10 mL), cooled 
to -40 °C, and 4-methylmorpholine (0.77 g, 7.6 mmol, 0.83 mL) was added, 
20 followed by dropwise addition of isobutyi chloroformate (1 .04 g, 7.6 mmol, 0.98 
mL). After 15 min, the solution was filtered into the previously prepared 0 °C 
solution of ethereal diazomethane. The resulting solution was allowed to stand at 0 
°C for 23 h. HBr (30% in acetic acid) (45.2 mmol, 9 mL) was added and the 
resulting solution was stirred at 0 °C for 5 min, then washed sequentially with 0.1 N 
25 HC1, saturated aqueous NaHC03 and saturated brine, then dried (MgSCM), filtered 
and concentrated to give the tide compound as a colorless oil (2.43 g, 94%). 

b) ( 1 S)- 1 -benzy loxycarbony lamino- 1 -(2-carboethoxythiazol-4-y l)-3-methylbutane 

A solution of the compound of Example B(a) (1.57 g, 4.58 mmol) and ethyl 
30 thiooxamate (0.61 g, 4.58 mmol) in ethanol (10 mL) was heated at reflux for 4 h. 
The solution was then cooled , concentrated and the residue was purified by flash 
chromatography on 230-400 mesh silica gel, eluting with 1 :4 ethyl acetate/hexanes, 
to give the title compound as a yellow oil (1.0 g, 58%). 1H NMR (400 MHz, 
CDQ3) d 7.41 (s, 1H), 7.34-7.31 (m, 5H), 5.40 (d, 1H), 5.10 (d, 1H), 5.05 (d, 1H), 
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4.98 (q, 1H), 4.48 (q, 2H), 1.80-1.76 (m, 2H), 1.57-1.53 (m, 1H), 1.44 <t, 3H), 0.95 
(d, 3H),0.93 (d, 3H). 

c) ( 1 S)- 1 -bcnzy loxycarbonylamino- 1 -(2-hydrazinocarbonylthiazol-4-yI)-3- 
5 mcthylbutane 

A solution of the compound of Example B(b) (0.30 g, 0.8 mmol) and 
hydrazine hydrate (0.40 g, 8.0 mmol, 0.39 mL) in ethanol (8 mL) was allowed to stir 
at room temperature for 2 h. The solution was then concentrated to yield the title 
compound as a white foam (0.28 g, 98%). 1H NMR (400 MHz, CDC13) d 8.29 (s, 
10 1H), 7.37-7.35 (m, 5H), 5.18 (d, 1H), 5.09 (dd, 2H), 4.95 (q, 1H), 4.07 (d, 2H), 1.71 
(t t 2H), 1.55 (m, 1H), 0.96 (d, 3H), 0.94 (d, 3H). 

d) (lS,2T*)-N^-[[(l-benzyloxycarbonyO 

ylcarbonyl-N , -2 l -(benzyloxycarbonyl)ainino^-methylpentanoylhyd 
1 5 A solution of the compound of Example B(c) (100 mg, 0.28 mmol), N-Cbz- 

L-leucine (80.5 mg, 0.30 mmol), 1^3-dime%laminopropyI)-3-ethylcarbodiimide 
hydrochloride (58.2 mg, 0.30 mmol) and 1 -hydroxy benzotriazole (7.5 mg, 0.06 
mmol) in DMF (0.6 mmol) was allowed to stir at room temperature for 18 h. The 
solution was diluted with ethyl acetate and washed successively with water, 0.1 N 
20 HC1, saturated aqueous NaHC03 and saturated brine, then dried (MgS04), filtered 
and concentrated. The residue was purified by flash chromatography on 230-400 
mesh silica gel, eluting with 1: 1 ethyl acetate/hexanes, to provide the tide compound 
as a white solid ( 1 1 1 .4 mg, 66%). mp 1 10- 1 1 2 °C. 
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Compound 8. Preparation of 2.2 t >N.N , -bis-benzvloxvcarfaonvUL^ 

To a stirring solution of N-Cbz-L-leucine (Chemical Dynamics Corp.) (2.94 
5 g, 1 1. 1 mmol) in 22 mL of DMF was added carbohydrazide (0.5 g, 5.6 mmol), l-(3- 
dimethylaininopropyl)-3-ethylcarbodiimide hydrochloride (2.13 g, 1 1.1 mmol) and 
1 -hydroxybenzotriazole (0.3 g, 2.2 mmol). After stirring at room temperature for 22 
h, the solution was poured into 500 mL of water. The precipitate was collected by 
vacuum filtration and washed with water (4 X 150 mL) and dichloromethane (4 X 
10 150 mL), then dried under vacuum to provide the title compound as a white solid 
( 1.49 g, 46%). MS(ESI): 607.1 (M+Na/. 

Compound 9. Preparation of 1-N-f N-imidazole acetvMeucinvlVamino-3-]SU4- 
phenoxv-phenvl-sulfonvn-amino-propan-2-one 

15 

a) l-N-( N-imidazole acetyl-leucinyl)-amino-3-N-(4-phenoxy phenyl sulfonyl)- 
amino-propan-2-one 

Following the procedure of Example C(a)-(d), below, substituting "imidazole 
acetic acid" for "4-pyridyl acetic acid", the title compound was prepared: MS(ES) M 
20 +H*= 542. 

Example C 

Preparation of l-N-( N-Cbz>leucinvn-amino-3-N^2-pvridvM ulfonvn-amino- 

propan-2-Qng 

25 

a) l-N-(N-C^z-leucinyl)-amino-3-N-(4-phenoxy-phenyl-sulfonyl)-amino- 
propan-2-ol 

1,3-Diamino propan-2-ol (6.75 g, 75 mmol) was dissolved in DMF (100ml) 
and Cbz-ieucine (20g, 75.5 mmol), HOBT-hydrate ( 1 lg, 81.5 rnmol), and EDCI 

30 (15.5g, 81.2 mmol) were added. The reaction was stirred overnight at RT. A 

portion of the reaction mixture (30 ml) was concentrated in vacuo, then ether (50 ml) 
and MeOH (30 ml) were added. A IN solution of hydrochloric acid in ether was 
added (1 M, 30 ml) and a white gum formed, which was washed several times with 
ether. MeOH-acetone were added and heated until the gum became a white solid. 

35 The white solid was dissolved in DMF (25 ml) and DDEA (5ml), then 4-phenoxy 
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phenyl sulfonyl chloride was added. The reaction was stirred for 2h, concentrated in 
vacuo, then chromatographed (silica gel, 1 : 1 EtOAc: hexanes) to provide the desired 
product as a white solid. 

5 b) Leucinyl-amino-3-N-(4-phenoxy phenyl sulfonyl)-amino-propan-2-oI 

l-N-(Cbz-leucinyl>araino-3-N-(4-phenoxy-phenyl-sulfonyl)-amino-propan- 
2-ol (l.Og, 1.8 mmol) was dissolved in EtOH (30 ml), then 10% Pd/C (0.22g) was 
added followed by 6N hydrochloric acid (2.5 ml), and the reaction was stirred under 
a balloon of hydrogen gas for 4h at RT. The reaction mixture was filtered, 
1 0 concentrated, and azeotroped with toluene to provide a white glass which was used 
in the next reaction without further purification. 

c) 1 -N-(N-4-pyridyl acetyHeucinyl)-araino-3«N-(4-phenoxy-phenyl-sulfonyl)- 
amino-propan-2-ol 

15 Leucinyl-amino-3-N-(4-phenoxy phenyl sulfonyl)-amino-propan-2-ol (0.36 

g, 0.76 mmol) was dissolved in DMF (5 ml), then NMM (0.45 ml, 4 mmol) was 
added followed by 4-pyridyl acetic acid (0.1 3g, 0.75 mmol) and HBTU (0.29g, 0.76 
mmol) and the reaction was stirred at RT overnight. The reaction mixture was 
concentrated in vacuo, then chromatographed (silica gel, 5%MeOH: methylene 

20 chloride) to provide the desired product as a white solid (90 mg, MS(ES): M+H+ = 
555. 

d) l-N-(N-4-pyridyl acetyl-leucinyl>amino-3-N-(4-phenoxy-phenyl-sulfonyl)- 
amino-propan-2-one 

25 l-NKN^pyridyl-acetyWeucinyl)-amino-3-N-(4-phenoxy-phenyl-sulfonyl)- 
amino-propan-2-ol (45 mg, 0.08 mmol) was dissolved in acetone (5ml), then IN 
hydrochloric acid (2 ml) was added. The reaction was concentrated in vacuo, then 
redissolved in acetone. Jones reagent (1.5 M, several drops) was added and the 
reaction mixture was stirred for 6h at RT. Isopropanol (0.5 ml) was added and the 

30 reaction mixture was concentrated in vacuo. The reaction was diluted with pH 7 
buffer and then was extracted with EtOAc, dried with magnesium sulfate, filtered, 
concentrated in vacuo, then chromatographed (silica gel, 5% MeOH-methylene 
chloride) to give the desired product as a white solid (27 mg, 50%): MS(ES): 
M+H+ = 553. 
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B. Crystallization Of the protein and protein-inhibitor complexes 

Human cathepsin K was expressed in baculovirus cells for the first eight of 
the nine inhibitors described below. Conditioned media containing expressed 
5 pro-cathepsin K was loaded directly onto an S-Sepharose column pre-equilibrated 
with 25 mM phosphate buffer at pH 8. The column was eluted with a NaCl gradient. 
Fractions containing pro-cathepsin K were pooled, concentrated to 2.5 mg/ml and 
activated to mature cathepsin K in 50 mM sodium acetate buffer pH 4.0 containing 
20 mM L-cysteine and 1% mature cathepsin K as seed. The activation was 
1 0 monitored using CBZ-Phe-Arg-AMC,as fluorogenic substrate and by SDS-PAGE. 
When the increasing specific activity reached a plateau (ca. 15 MmoVmin/mg), the 
reaction was stopped by the addition of inhibitor. The inhibited mature cathepsin K 
was concentrated and dialyzed against 20 mM MES, 50 mM NaCl, 2 mM L- 
cysteine, pH 6. 

15 

Protein Preparation for cathepsin K complex wit h 4-rN-r^phenvlmethoxv^arbonvl% 
L-lcucvlVl-NrN^methvlVL-leucvm^.pvrrolidinone ( only ^ 

Human cathepsin K was expressed in £. coll The cell pellet from 1 L of 
20 bacterial culture weighing 2.35 gm. was washed with 50 mL of 50 mM Tris/HCl, 5 
mM EDTA, 150 mM NaCl, pH 8.0. After centrifugation at 13,000 x g for 15 mins, 
the washed pellet was resuspended into 25 mL of the same buffer prepared at 4° C 
and lysed by passage twice through a cell disrupter (Avestin) at 10,000 psi. The 
lysate was centrifuged as above, the supernatant decanted and the pellet suspended 
25 in 25 mL 50 mM Tris/HCl, 10 mM DTT, 5 mM EDTA, 150 mM NaCl, pH 8.0 

containing either 8 M urea or 6 M guanidine HC1. After stirring at 4° C for 30 mins, 
insoluble cellular debris was removed by centrifugation at 23,000 x g for 30 mins 
and the supernatant clarified by filtration (0.45 um, Millipore). 

30 Varying amounts of the proenzyme form of cathepsin K were refolded by quick 

dilution into stirring, N2 (g) sparged 50 mM Tris/HCI, 5 mM EDTA, 10 mM reduced 
and 1 mM oxidized glutathione, 0.7 M L-arginine pH 8.0 and stirred overnight at 4° C. 
After concentration to ca.l mg/mL using a stirred cell fitted with a YM-10 membrane 
(Amicon), the sample was clarified by centrifugation and filtration then dialyzed against 

35 25 mM Na2P0 4 , 1 .0 M NaCl, pH 7.0. The dialysate was applied at a LFR= 23 cm/hr to 
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a 2.6 x 90 cm column of Superdex 75 (Phannacia) pre-equilibrated in 25 mM Na2P04, 
1.0 M NaCl, pH 7.0. The cathepsin K proenzyme was pooled based upon purity as 
observed on a reduced, SDS-PAGE gel. 

5 Crystals of mature activated cathepsin K complexed with inhibitor grew to a 

size of approximately 0.2 mm 3 in about six days at 20°C. The concentration of 
inhibited cathepsin K used in the crystallization was approximately 8 mg^ml. The 
method of vapor diffusion in hanging drops was used to grow crystals from the 
solution of cathepsin K - inhibitor complex. The initial crystal structure to be 
10 determined was that of cathepsin K in complex with the cysteine protease inhibitor 
E64. Crystals of mature activated cathepsin K complexed with E-64 grew to a size of 
approximately 0.2 mm 3 in six days at 20°C. The concentration of E-64-inhibited 
cathepsin K used in the crystallization was 8 mg/ml. Vapor diffusion was used in 
hanging drops from a solution of 10% PEG 8000, 0.1 M Na+/K+ phosphate at pH 

15 6.2 containing 0.2M NaCl. Crystals of the complex are orthorhombic, space group 
P2 l 2,2 l> with cell constants of a=38.4, b=50.7, and c= 104.9 Angstroms. This crystal 
form will be referred to as Form II. The crystals contain one molecule in the 
asymmetric unit and contain approximately 40% solvent with a Vm value of 2. 1 
A'/Dalton. X-ray diffraction data were measured from a single crystal using a 

20 Siemens two-dimensional position-sensitive detector on a Siemens rotating anode 
generate operating a 5 KW. The structure was determined by molecular replacement 
using X-PLOR. The starting model consisted of all atoms of the main chain of 
papain and those side chain atoms predicted to be homologous between the two 
proteins as determined from sequence alignment. The cross rotation function was 

25 calculated using x-ray diffraction data from 10 to 4 A and a radius of integration of 
32 A. The highest peak was 6.0 a. A translation search was carried out using data 
from 8 to 3.5 Angstroms resulting in the highest peak of 12.5 a.The resulting model 
gave an factor of 0.488. This model was refined by rigid-body refinement, and 
the resulting phases were used to calculate Fourier maps with coefficients IF Q -F C I 

30 and I2F 0 -F c l t into which the atomic model of cathepsin K was built using the 

molecular graphics program FRODO. Conventional positional refinement was used 
to refine the structure during model building. The structure was refined using X- 
PLOR. The electron density for E-64 was clear in the maps. The inhibitor was built 
into density and several additional cycles of map fitting and refinement were carried 

35 out to a final R c of 0. 19 1. 
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Crystallization of the complex of cathepsin K with 3(SV34(N4te nzvloxvcarhonvn- 
L-leucinvllamino-5-methvl- 1 -( 1 -propoxvV2-hexanone 

5 Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution of 10% isopropanol, 0. 1 M NaP04 / citrate at pH 4.2. Crystals of the 
complex axe tetragonal, space group P432j2, with cell constants of a=57.6 A, and 
c=l 3 1 .2 A. This crystal form will be referred to as Form HI. Diffraction data were 
collected as described above. The crystals contain one molecule in the asymmetric 

10 unit and contain 36% solvent with a V m value of 2.3 A'/Dalton. The structure was 
determined by molecular replacement using X-PLOR at 2.5 Angstroms resolution. 
The starting model consisted of all protein atoms of the orthorhombic form of 
cathepsin K-E64 structure. Molecular replacement was carried out as described 
above for the cathepsin K-E64 structure determination. The model was refined by 

15 rigid-body refinement using X-PLOR, and the resulting phases were used to 

calculate Fourier maps with coefficients IF 0 -F C I and I2F 0 -F C I, into which the atomic 
model of the inhibitor was built using the molecular graphics program FRODO. 
Conventional positional refinement was used to refine the structure during model 
building. The structure was refined using X-PLOR. Several cycles of map fitting and 

20 refinement were carried out to a final Rq of 0.245. 

Crystallization of the complex of cathepsin K with 2-fN-(3-be nzvloxvbenrovni-2^ 

25 Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution of 22.5% PEG 8000, 0.075 M sodium acetate at pH 4.5 containing 0. 15 M 
Li2S04. Crystals of the complex grew as Form m. Diffraction data were collected 
as described above. The structure was determined by rigid body refinement with 
X-PLOR utilizing the previous Form HI protein model at 2.4 Angstroms resolution. 

30 Fourier maps with coefficients IF 0 -F C I and I2F 0 -F C I were used to fit the atomic 

model of the inhibitor using the molecular graphics program FRODO. Conventional 
positional refinement ( X-PLOR) was used to refine the structure during model 
building. Several cycles of map fitting and refinement were carried out to a final R c 
of 0.237. 

35 
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Crystallization of the complex of cathepsin K with bis^Cbz-leugi nvlVLl^diamin^ 

Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
5 solution of 10% isopropanol, 0. 1 M NaP04 / citrate at pH 4.2. Crystals of the 
complex grow as Form ID. Diffraction data were collected as described above. The 
structure was determined by rigid body refinement of the previous Form m protein 
model at 2.6 Angstroms resolution. Fourier maps with coefficients IF Q -F C I and 
I2F Q -F C I were used to fit the atomic model of the inhibitor using the molecular 
10 graphics program FRODO. Conventional positional refinement was used to refine 
the structure during model building. Several cycles of map fitting and refinement 
were carried out using X-PLOR to a final R c of 0.210. 

Crystallization of the complex o f cathepsin K with 4-fN- 
15 Kphenvlmethoxvlca^ 

Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution 18% PEG 8000, 0.6 M sodium acetate at pH 4.5 containing 0. 12 M U2SO4. 
Crystals of the complex grow in Form HI. Diffraction data were collected as 

20 described above. The structure was determined by rigid body refinement of the 

previous Form HI protein model with X-PLOR at 2.4 Angstroms resolution. Fourier 
maps with coefficients IF 0 -F C I and I2F 0 -F C I, were used to the atomic model of the 
inhibitor using the molecular graphics program FRODO. Conventional positional 
refinement was used to refine the structure during model building using X-PLOR. 

25 Several cycles of map fitting and refinement were carried out to a final Rc of 0.2 18. 

Crystallization of the complex of cathepsin K with f l SVN-f2~r( U 

benzvloxvcarfH>nvlaimnoy3-me^ 

benzvloxvcarbonvl-L-leucinvnhvdrazide 

30 

Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution of 30% MPD, 0. 1 M MES at pH 7.0 and 0. 1 M tris buffer at pH 7.0. 
Crystals of the complex are Form n. Diffraction data were collected as described 
above. The structure was determined by rigid body refinement of the previous Form 
35 II protein model with X-PLOR at 2.3 Angstroms resolution. Fourier maps with 
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coefficients IF 0 -F C I and I2F 0 -F C I, were used to the atomic model of the inhibitor 
using the molecular graphics program FRODO. Conventional positional refinement 
was used to refine the structure during model building using X-PLOR. Several 
cycles of map fitting and refinement were carried out to a final Rc of 0.2 1 1 . 

5 

Crystallization of the complex of cathepsin K with 2.2iN.N^ bis-benzvloxvcarhn n y ) r 
L-tettcmylc^hvdraside 

Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
10 solution of 33% MPD, 0. 1 M MES at pH 7. Crystals of the complex grow as Form 
n. Diffraction data were collected as described above. The structure was determined 
by rigid body refinement of the previous Form II protein model with X-PLOR at 2.2 
Angstroms resolution.. Fourier maps with coefficients IF 0 -F C I and I2F Q -F C I, were 
used to the atomic model of the inhibitor using the molecular graphics program 
15 FRODO. Conventional positional refinement was used to refine the structure during 
model building using X-PLOR. Several cycles of map fitting and refinement were 
carried out to a final R c of 0.208. 

Crystallization of the complex of cathepsin K with 4-fN- 
20 r(phenvlmethoxvteaiftonvll-L-leu 

BamMaonfi 

Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution of 28% MPD, 0.1 M MES at pH 7.0 and 0.1 M tris buffer at pH 7.0. 

25 Crystals of the complex Form n. Diffraction data were collected as described above. 
The structure was determined by rigid body refinement of the previous Form II 
protein model with X-PLOR at 2.3 Angstroms resolution. Fourier maps with 
coefficients IF 0 -F C I and I2F 0 -F C I, were used to the atomic model of the inhibitor 
using the molecular graphics program FRODO. Conventional positional refinement 

30 was used to refine the structure during model building using X-PLOR. Several 
cycles of map fitting and refinement were carried out to a final 1^ of 0.193. 

Crystallization of the complex of cathepsin K with 4-fN-K4- 
pyridvlmethoxykarbonvll-L-leu^ 
35 pyrrolidine 
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Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution of 30% MPD, 0. 1 M MES at pH 7.0 and 0. 1 M tris buffer at pH 7.0. 
Crystals of the complex Form II. Diffraction data were collected as described above. 
5 The structure was determined by rigid body refinement of the previous Form II 
protein model with X-PLOR at 2.2 Angstroms resolution.. Fourier maps with 
coefficients IF Q -F C I and I2F 0 -F C I, were used to the atomic model of the inhibitor 
using the molecular graphics program FRODO. Conventional positional refinement 
was used to refine the structure during model building using X-PLOR. Several 
10 cycles of map fitting and refinement were carried out to a final Rq of 0.267. 

Crystallization of the complex of cathepsin K with l-N-fN -imidazole acetyl 
leucinvlVamino>3-N-(4-phenoxv-phenvUsulfonvlVamino-propan-2>one 

15 Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution of 18% PEG 8000, 0.6 M sodium acetate at pH 4.S containing 0. 12 M 
U2SO4. Crystals of the complex are Form m. Diffraction data were collected as 
described above. The structure was determined by rigid body refinement of the 
previous Form II protein model at 2.5 Angstroms resolution.. Fourier maps with 

20 coefficients IF 0 -F C I and I2F 0 -F C I were used to fit the atomic model of the inhibitor 
using the molecular graphics program FRODO. Conventional positional refinement 
was used to refine the structure during model building. Several cycles of map fitting ^ 
and refinement were carried out using X-PLOR to a final Re of 0.246. 
Abbreviations 

25 

E-64, [ l-tN-[(L-3-rron5-carboxyoxirane-2carbonyl)- 

L-leucyl]amino]-4-guanidinobutane] 

CBZ, benzyloxycarbonyl 

AMC, aminomethylcoumarin 
30 MPD, 2 methyI-2,4-pentanediol 

PIPES, piperazone-N,N-bis(2-ethanesulfonic acid) 

MES, 2-(N-morpholino)-ethanesulfonic acid 

tris, uis(hydroxymethyl)-aminomethane 

PEG, polyethyleneglycol 
35 M, Molar 
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R C = ZI(F 0 -F C )I/F 0 
F 0 = observed structure amplitude 
F c = calculated structure amplitude 
EDTA, ethylenediaminetetraacetic acid 
5 DTT, 1,4-dithiothreitoI 

SDS-PAGE, sodium dodecylsulfate polyacrylamide gel electrophoresis 

This invention is not to be limited in scope by the specific embodiments 
described herein. Indeed, various modifications of the invention in addition to those 
10 described herein will become apparent to those skilled in the art from the foregoing 
description. Such modifications are intended to fall within the scope of the 
appended claims. 

The disclosures of the patents, patent applications and publications cited 
herein are incorporated by reference in their entireties. 
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TABLE I 



Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for cathepsin K. 

Residue Atom X Y z B 



1 ALA N 


-3.94 


1 ALA CA 


-4.70 


1 ALA C 


-4.40 


1 ALA O 


-3.34 


1 ALA CB 


-4.36 


2 PRO N 


-5.36 


2 PRO CA 


-5.19 


2 PRO C 


-4.35 


2 PRO 0 


-4.89 


2 PRO CB 


-6.62 


2 PRO CG 


-7.53 


2 PRO CD 


-6.63 


3 ASP N 


-3.04 


3 ASP CA 


-2.25 


3 ASP C 


-2.27 


3 ASP O 


-1.57 


3 ASP CB 


-0.82 


3 ASP CG 


-0.09 


3 ASP OD1 


-0.74 


3 ASP OD2 


1.14 


4 SER N 


-3.10 


4 SER CA 


-3.19 


4 SER C 


-3.97 


4 SER 0 


-4.97 


4 SER CB 


-3.77 


4 SER OG 


-5.17 


5 VAL N 


-3.50 


5 VAL CA 


-4.10 


5 VAL C 


-4.27 


5 VAL 0 


-3.43 


5 VAL CB 


-3.22 


5 VAL CGI 


-1.80 


5 VAL CG2 


-3.79 


6 ASP N 


-5.39 


6 ASP CA 


-5.67 


6 ASP C 


-6.40 


6 ASP 0 


-7.63 


6 ASP CB 


-6.55 


6 ASP CG 


-6.81 



11.01 90.45 15.00 

12.30 90.45 15.00 
13.14 89.20 15.00 
12.99 88.57 15.00 
13.12 91.73 15.00 

14.01 88.80 15.00 
14.86 87.61 15.00 
16.05 88.06 15.00 
17.00 88.65 15.00 
15.33 87.31 15.00 
14.58 88.32 15.00 

14.31 89.47 15.00 
16.00 87.87 15.00 
17.14 88.30 15.00 
18.18 87.20 15.00 

18.02 86.20 15.00 
16.75 88.67 15.00 
17.85 89.45 15.00 
18.83 89.89 15.00 
17.73 89.63 15.00 
19.21 87.36 15.00 
20.26 86.35 15.00 
21.51 86.77 15.00 
21.44 87.48 15.00 
19.72 85.03 15.00 
19.55 85.08 15.00 
22.65 86.28 15.00 

23.94 86.54 15.00 
24.65 85.17 15.00 
24.48 84.28 15.00 
24.79 87.51 15.00 
24.88 87.00 15.00 
26.17 87.69 15.00 
25.34 84.99 15.00 
26.08 83.76 15.00 
27.34 84.22 15.00 
27.33 84.43 15.00 
25.25 82.82 15.00 

25.95 81.48 15.00 
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6 ASP OD1 -6.11 26.94 81.14 15.00 

6 ASP OD2 -7.72 25.49 80.75 15.00 

7 TYR N -5.64 28.42 84.37 15.00 
7 TYR CA -6.15 29.70 84.84 15.00 
7 TYR C -7.18 30.35 83.96 15.00 
7 TYR O -7.76 31.36 84.33 15.00 
7 TYR CB -5.00 30.67 85.09 15.00 
7 TYR CG -4.06 30.20 86.18 15.00 
7 TYR CD1 -4.41 30.29 87.52 15.00 
7 TYR CD2 -2.82 29.64 85.86 15.00 
7 TYR CE1 -3.55 29.86 88.52 15.00 
7 TYR CE2 -1.96 29.21 86.84 15.00 
7 TYR CZ -2.33 29.31 88.17 15.00 

7 TYR OH -1.48 28.86 89.14 15.00 

8 ARG N -7.41 29.78 82.79 15.00 
8 ARG CA -8.41 30.30 81.87 15.00 
8 ARG C -9.77 30.07 82.53 15.00 
8 ARG 0 -10.65 30.93 82.49 15.00 
8 ARG CB -8.33 29.58 80.53 15.00 
8 ARG CG -7.00 29.76 79.85 15.00 
8 ARG CD -7.00 29.12 78.48 15.00 
8 ARG NE -7.27 27.69 78.52 15.00 
8 ARG CZ -6.85 26.83 77.58 15.00 
8 ARG NH1 -6.15 27.27 76.54 15.00 

8 ARG NH2 -7.15 25.54 77.69 15.00 

9 LYS N -9.90 28.94 83.20 15.00 
9 LYS CA -11.12 28.60 83.91 15.00 
9 LYS C -11.16 29.33 85.28 15.00 
9 LYS O -11.96 28.99 86.15 15.00 
9 LYS CB -11.18 27.08 84.13 15.00 
9 LYS CG -11.04 26.25 82.86 15.00 
9 LYS CD -11.09 24.72 83.11 15.00 
9 LYS CE -9.80 24.15 83.76 15.00 
9 LYS NZ -9.78 22.65 83.99 15.00 

10 LYS N -10.33 30.35 85.47 15.00 

10 LYS CA -10.28 31.03 86.76 15.00 

10 LYS C -10.23 32.55 86.69 15.00 

10 LYS O -10.11 33.20 87.73 15.00 

10 LYS CB -9.10 30.51 87.58 15.00 

10 LYS CG -9.05 28.98 87.72 15.00 

10 LYS CD -7.68 28.45 88.13 15.00 

10 LYS CE -7.54 28.31 89.63 15.00 

10 LYS NZ -7.61 29.62 90.36 15.00 

11 GLY N -10.29 33.11 85.48 15.00 
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TABLE I 

11 GLY CA -10.27 34.56 85.31 15.00 

11 GLY C -8.96 35.28 85.53 15.00 

11 GLY O -8.93 36.49 85.77 15.00 

12 TYR N -7.86 34.54 85.44 15.00 
12 TYR CA -6.54 35.11 85.64 15.00 
12 TYR C -5.97 35.67 84.36 15.00 
12 TYR 0 -5.13 36.58 84.39 15.00 
12 TYR CB -5.57 34.04 86.13 15.00 
12 TYR CG -5.76 33.63 87.56 15.00 
12 TYR CD1 -6.85 32.86 87.95 15.00- 
12 TYR CD2 -4.82 33.98 88.52 15.00 
12 TYR CE1 -7.00 32.46 89.25 15.00 
12 TYR CE2 -4.96 33.58 89.83 15.00 
12 TYR CZ -6.04 32.81 90.19 15.00 

12 TYR OH -6.16 32.38 91.49 15.00 

13 VAL N -6.40 35.09 83.24 15.00 
13 VAL CA -5.92 35.47 81.92 15.00 
13 VAL C -6.95 36.24 81.09 15.00 
13 VAL O -8.15 36.03 81.21 15.00 
13 VAL CB -5.41 34.21 81.15 15.00 
13 VAL CGI -6.54 33.26 80.89 15.00 

13 VAL CG2 -4.73 34.61 79.86 15.00 

14 THR N -6.45 37.19 80.31 15.00 
14 THR CA -7.27 38.02 79.44 15.00 
14 THR C -7.39 37.38 78.05 15.00 
14 THR O -6.69 36.41 77.74 15.00 
14 THR CB -6.63 39.42 79.32 15.00 
14 THR OG1 -5.21 39.28 79.27 15.00 

14 THR CG2 -7.00 40.28 80.52 15.00 

15 PRO N -8.31 37.88 77.20 15.00 
15 PRO CA -8.50 37.34 75.86 15.00 
15 PRO C -7.23 37.45 75.01 15.00 
15 PRO O -6.38 38.30 75.30 15.00 
15 PRO CB -9.61 38.22 75.30 15.00 
15 PRO CG -10.38 38.60 76.51 15.00 

15 PRO CD -9.28 38.96 77.45 15.00 

16 VAL N -7.14 36.65 73.95 15.00 
16 VAL CA -5.97 36.64 73.08 15.00 
16 VAL C -5.86 37.87 72.18 15.00 
16 VAL O -6.80 38.23 71.47 15.00 
16 VAL CB -5.94 35.38 72.22 15.00 
16 VAL CGI -4.70 35.38 71.34 15.00 

16 VAL CG2 -5.97 34.18 73.10 15.00 

17 LYS N -4.70 38.52 72.22 15.00 
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17 LYS CA 
17 LYS C 
17 LYS 0 
17 LYS CB 
17 LYS CG 
17 LYS CD 
17 LYS CE 

17 LYS NZ 

18 ASN N 
18 ASN CA 
18 ASN C 
18 ASN O 
18 ASN CB 
18 ASN CG 
18 ASN OD1 

18 ASN ND2 

19 GLN N 
19 GLN CA 
19 GLN C 
19 GLN O 
19 GLN CB 
19 GLN CG 
19 GLN CD 
19 GLN OE1 

19 GLN NE2 

20 GLY N 
20 GLY CA 
20 GLY C 

20 GLY O 

21 GLN N 
21 GLN CA 
21 GLN C 
21 GLN 0 
21 GLN CB 
21 GLN CG 
21 GLN CD 
21 GLN OE1 

21 GLN NE2 

22 CYS N 
22 CYS CA 
22 CYS C 
22 CYS 0 
22 CYS CB 
22 CYS SG 



-4.47 
-3.49 
-2.82 
-3.93 
-4.99 
-5.84 
-5.88 
-4.53 
-3.43 
-2.58 
-1.54 
-1.89 
-3.42 
-2.71 
-1.74 
-3.19 
-0.27 
0.79 
0.97 
1.54 
2.10 
2.54 
3.88 
4.04 
4.89 
0.51 
0.62 
1.98 
2.53 
2.50 
3.77 
4.94 
6.05 
3.73 
2.68 
2.88 
4.01 
1.79 
4.68 
5.65 
6.15 
5.37 
4.97 
5.96 



TABLE I 

39.71 
39.39 
38.36 
40.85 
41.75 
41.01 
41.72 
41.86 
40.30 
40.20 
41.29 
42.46 
40.41 
39.96 
40.58 
38.87 
40.92 
41.91 
42.67 
43.76 
41.26 
40.22 
39.71 
38.93 
40.20 
42.07 
42.69 
42.49 
41.39 
43.60 
43.62 
43.82 
43.35 
44.74 
44.55 
43.25 
42.87 
42.55 
44.56 
44.87 
43.60 
42.68 i 
45.82 i 
46.40 i 



71.43 
70.31 
70.34 
72.30 
72.95 
73.99 
75.34 
75.97 
69.35 
68.17 
68.24 
68.35 
66.91 
65.64 
65.19 
65.06 
68.15 
68.23 
66.95 
66.94 
68.59 
67.63 
67.99 
68.92 
67.31 
65.86 
64.56 
63.90 
63.86 
63.38 
62.67 
63.62 
63.36 
61.64 
60.56 
59.82 
59.52 
59.56 
64.69 
65.73 
66.46 
66.72 
66.71 
68.11 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE I 

23 GLY N 7.45 43.53 66.73 15.00 

23 GLY CA 8.00 42.37 67.42 15.00 

23 GLY C 7.84 42.62 68.90 15.00 

23 GLY O 8.80 42.94 69.61 15.00 

24 SER N 6.60 42.54 69.37 15.00 
24 SER CA 6.33 42.80 70.77 15.00 
24 SER C 5.75 41.63 71.54 15.00 
24 SER 0 4.72 41.77 72.20 15.00 
24 SER CB 5.44 44.05 70.90 15.00 

24 SER OG 4.14 43.81 70.40 15.00 

25 CYC N 6.39 40.47 71.48 15.00 
25 CYC CA 5.88 39.34 72.25 15.00 
25 CYC CB 6.32 38.03 71.63 15.00 
25 CYC SG 8.04 38.06 71.17 15.00 
25 CYC C 6.33 39.44 73.72 15.00 
25 CYC 0 5.67 38.91 74.62 IS. 00 

25 CYC 01 7.96 38.09 69.44 15.00 

26 TRP N 7.45 40.14 73.95 15.00 
26 TRP CA 7.97 40.33 75.30 15.00 
26 TRP C 7.04 41.24 76.05 15.00 
26 TRP O 6.67 40.96 77.18 15.00 
26 TRP CB 9.37 40.92 75.27 15.00 
26 TRP CG 9.47 42.24 74.61 15.00 
26 TRP CD1 9.74 42.49 73.30 15.00 
26 TRP CD2 9.32 43.52 75.24 15.00 
26 TRP NE1 9.78 43.84 73.06 15.00 
26 TRP CE2 9.52 44.50 74.24 15.00 
26 TRP CE3 9.04 43.94 76.55 15.00 
26 TRP CZ2 9.45 45.88 74.51 15.00 
26 TRP CZ3 8.98 45.32 76.82 15.00 

26 TRP CH2 9.18 46.27 75.80 15.00 

27 ALA N 6.63 42.32 75.39 15.00 
27 ALA CA 5.70 43.30 75.95 .15.00 
27 ALA C 4.40 42.61 76.34 15.00 
27 ALA O 3.92 42.75 77.47 15.00 

27 ALA CB 5.43 44.39 74.93 15.00 

28 PHE N 3.83 41.86 75.40 15.00 
28 PHE CA 2.60 41.13 75.63 15.00 
28 PHE C 2.79 40.08 76.73 15.00 
28 PHE O 2.00 40.02 77.66 15.00 
28 PHE CB 2.10 40.48 74.33 15.00 
28 PHE CG 1.41 41.44 73.39 15.00 
28 PHE CD1 2.14 42.29 72.57 15.00 
28 PHE CD2 0.02 41.51 73.33 15.00 
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28 PHE CE1 1.51 43.18 71.73 15.00 

28 PHE CE2 -0.62 42.40 72.49 15.00 

28 PHE CZ 0.12 43.24 71.69 15.00 

29 SER N 3.85 39.28 76.64 15.00 
29 SER CA 4.15 38.25 77.64 15.00 
29 SER C 4.33 38.84 79.03 15.00 
29 SER 0 3.95 38.23 80.03 15.00 
29 SER CB 5.43 37.50 77.25 15.00 

29 SER OG 5.78 36.51 78.20 15.00 

30 SER N 4.96 40.01 79.08 15.00 
30 SER CA 5.18 40.71 80.33 15.00 
30 SER C 3.84 41.16 80.89 15.00 
30 SER 0 3.48 40.84 82.03 15.00 
30 SER CB 6.10 41.91 80.10 15.00 

30 SER OG 7.39 41.48 79.72 15.00 

31 VAL N 3.08 41.87 80.07 15.00 
31 VAL CA 1.75 42.34 80.48 15.00 
31 VAL C 0.85 41.18 80.88 15.00 
31 VAL O 0.03 41.31 81.77 15.00 
31 VAL CB 1.09 43.16 79.36 15.00 
31 VAL CGI -0.41 43.10 79.47 15.00 

31 VAL CG2 1.57 44.60 79.43 15.00 

32 GLY N 1.05 40.04 80.24 15.00 
32 GLY CA 0.26 38.85 80.51 15.00 
32 GLY C 0.56 38.20 81.83 15.00 

32 GLY O -0.24 37.41 82.32 15.00 

33 ALA N 1.74 38.46 82.39 15.00 
33 ALA CA 2.10 37.90 83.69 15.00 
33 ALA C 1.61 38.88 84.75 15.00 
33 ALA O 1.01 38.49 85.75 15.00 

33 ALA CB 3.59 37.68 83.80 15.00 

34 LEU N 1.79 40.17 84.49 15.00 
34 LEU CA 1.35 41.21 85.40 15.00 
34 LEU C -0.15 41.08 85.64 15.00 
34 LEU O -0.65 41.47 86.69 15.00 
34 LEU CB 1.64 42.59 84.83 15.00 
34 LEU CG 3.09 42.99 84.57 15.00 
34 LEU CD1 3.08 44.29 83.81 15.00 

34 LEU CD2 3.84 43.15 85.87 15.00 

35 GLU N -0.88 40.56 84.67 15.00 
35 GLU CA -2.32 40.39 84.82 15.00 
35 GLU C -2.66 39.14 85.64 15.00 
35 GLU O -3.66 39.11 86.37 15.00 
35 GLU CB -2.98 40.28 83.45 15.00 
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35 GLU CG -2.84 



35 GLU CD 


-3.34 


35 GLU OE1 


-3.19 


35 GLU OE2 


-3.87 


36 GLY N 


-1.84 


36 GLY CA 


-2.08 


36 GLY C 


-1.99 


36 GLY 0 


-2.78 


37 GLN N 


-1.03 


37 GLN CA 


-0.86 


37 GLN C 


-1.88 


37 GLN 0 


-2.40 


37 GLN CB 


0.55 


37 GLN CG 


1.61 


37 GLN CD . 


1.14 


37 GLN OE1 


0.97 


37 GLN NE2 


0.93 


38 LEU N 


-2.17 


38 LEU CA 


-3.14 


38 LEU C 


-4.49 


38 LEU 0 


-5.12 


38 LEU CB 


-3.34 


38 LEU CG 


-4.22 


38 LEU CD1 


-3.64 


38 LEU CD2 


-4.33 


39 LYS N 


-4.92 


39 LYS CA 


-6.18 


39 LYS C 


-6.00 


39 LYS 0 


-6.92 


39 LYS CB 


-6.58 


39 LYS CG 


-7.57 


39 LYS CD 


-8.95 


39 LYS CE 


-9.89 


39 LYS NZ 


-11.25 


40 LYS N 


-4.83 


40 LYS CA 


-4.57 


40 LYS C 


-4.64 


40 LYS 0 


-5.25 


40 LYS CB 


-3.20 


40 LYS CG 


-3.09 


40 LYS CD 


-1.63 


40 LYS CE 


-1.44 


40 LYS N2 


0.00 


41 LYS N 


-4.06 



TABLE I 

41.50 82.57 15.00 

41.23 81.17 15.00 

40.08 80.70 15.00 

42.16 80.54 15.00 

38.10 85.50 15.00 

36.89 86.26 15.00 

37.16 87.76 15.00 

36.62 88.55 15.00 

37.99 88.17 15.00 

38.31 89.57 15.00 

39.32 90.06 15.00 

39.18 91.17 15.00 
38.83 89.86 15.00 
37.74 90.00 15.00 
36.57 90.83 15.00 
36.67 92.05 15.00 
35.43 90.17 15.00 
40.32 89.23 15.00 

41.34 89.61 15.00 

40.73 90.02 15.00 
41.20 90.95 15.00 

42.35 88.48 15.00 
43.54 88.86 15.00 
44.20 90.08 15.00 
44. S3 87.71 15.00 
39.70 89.30 15.00 
39.02 89.60 15.00 
38.22 90.90 15.00 

38.19 91.73 15.00 
38.09 88.45 15.00 
36.99 88.79 15.00 
37.51 89.13 15.00 
36.35 89.41 15.00 
36.77 89.82 15.00 
37.60 91.07 15.00 
36.82 92.28 15.00 

37.74 93.49 15.00 

37.40 94.51 15.00 
36.16 92.21 15.00 
34.85 92.98 15.00 

34.41 93.04 15.00 
33.15 93.86 15.00 
32.80 94.08 15.00 
38.93 93.36 15.00 
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41 LYS CA 
41 LYS C 
41 LYS 0 
41 LYS CB 
41 LYS CG 
41 LYS CD 
41 LYS CE 

41 LYS NZ 

42 THR N 
42 THR CA 
42 THR C 
42 THR O 
42 THR CB 
42 THR OG1 

42 THR CG2 

43 GLY N 
43 GLY CA 
43 GLY C 

43 GLY 0 

44 LYS N 
44 LYS CA 
44 LYS C 
44 LYS 0 
44 LYS CB 
44 LYS CG 
44 LYS CO 
44 LYS CE 

44 LYS NZ 

45 LEU N 
45 LEU CA 
45 LEU C 
45 LEU 0 
45 LEU CB 
45 LEU CG 
45 LEU CD1 

45 LEU CD2 

46 LEU N 
46 LEU CA 
46 LEU C 
46 LEU O 
46 LEU CB 
46 LEU CG 
46 LEU CD1 
46 LEU CD2 



-4.06 
-5.40 
-6.17 
-2.93 
-1.55 
-1.34 
-0.06 
-0.04 
-5.69 
-6.91 
-8.23 
-9.28 
-6.77 
-6.89 
-5.40 
-8.17 
-9.38 
-10.09 
-10.94 
-9.82 
-10.45 
-9.41 
-8.48 
•11.57 
•11.20 
•12.43 
12.02 
•11.26 
-9.60 
-8.69 
-8.92 
10.04 
-8.71 
-7.54 
-6.25 
-7.75 
-7.83 
-7.84 
-6.81 
-5.76 
-7.44 
-8.49 
-7.96 
-9.77 



TABLE I 

39.93 

40.66 

40.38 

40.95 

40.33 

39.26 

38.46 

37.19 

41.58 

42.36 

41.65 

42.28 

43.64 

43.34 

44.26 

40.35 

39.62 

39.89 
39.09 
41.02 
41.31 
41.72 
42.49 
42.34 
43.55 
44.28 
45.39 
44.88 
41.19 
41.41 
42.66 
43.15 
40.16 I 
39.90 I 
39.87 I 
38.59 I 
43.15 i 
44.31 { 
44.09 ( 
43.51 { 
45.58 i 
46.47 { 
47.90 i 
46.43 6 



94.43 
94.59 
95.49 
94.23 
94.11 
95.18 
94.95 
95.74 
93.67 
93.75 
93.40 
93.37 
92.91 
91.51 
93.16 
93.10 
92.78 
91.44 
91.03 
90.79 
89.50 
88.45 
88.73 
89.64 
90.45 
90.95 
91.93 
93.11 
87.25 
86.13 
85.26 
85.12 
85.25 
84.33 
85.12 
83.63 
84.69 
83.80 
82.69 
82.93 
84.55 
85.20 
85.21 
84.42 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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47 ASN N 
47 ASN CA 
47 ASN C 
47 ASN 0 
47 ASN CB 
47 ASN CG 
47 ASN OD1 

47 ASN ND2 

48 LEU N 
48 LEU CA 
48 LEU C 
48 LEU O 
48 LEU CB 
48 LEU CG 
48 LEU CD1 

48 LEU C02 

49 SER N 
49 SER CA 
49 SER C 
49 SER O 
49 SER CB 

49 SER OG 

50 PRO N 
50 PRO CA 
50 PRO C 
50 PRO O 
50 PRO CB 
50 PRO CG 

50 PRO CD 

51 GLN N 
51 GLN CA 
51 GLN C 
51 GLN O 
51 GLN CB 
51 GLN CG 
51 GLN CD 
51 GLN OE1 

51 GLN NE2 

52 ASN N 
52 ASN CA 
52 ASN C 
52 ASN O 
52 ASN CB 
52 ASN CG 



-7.11 
-6.17 
-5.12 
-5.45 
-6.88 
-7.67 
-7.13 
-8.97 
-3.86 
-2.77 
-2.15 
-2.28 
-1.74 
-2.26 
-1.09 
-3.18 
-1.46 
-0.91 
0.51 
1.48 
-1.10 
-0.19 
0.64 
1.94 
2.59 
3.80 
1.54 
0.21 
-0.45 
1.74 
2.18 
3.01 
4.12 
0.97 
1.33 
1.77 
0.96 
3.06 
2.47 
3.18 
4.59 
5.56 
2.42 
3.09 



TABLE I 

44.56 
44.43 
45.50 
46.67 
44.66 
43.45 
42.37 
43.65 
45.10 
46.07 
46.34 
45.53 
45.56 
45.06 
44.75 
46.08 
47.47 

47.82 

47.42 

47.79 

49.32 

50.13 

46.66 

46.22 

47.44 

47.52 

45.21 

44.71 

45.98 

48.40 

49.65 

50.45 

50.87 

50.49 

51.66 

51.20 

50.74 

51.26 

50.66 

51.42 

50.85 

51.59 

51.35 

52.12 



81.49 
80.38 
80.56 
80.62 
79.03 
78.57 
78.38 
78.34 
80.70 
80.88 
79.52 
78.61 
81.90 
83.27 
84.18 
83.91 
79.36 
78.06 
77.67 
78.33 
77.77 
78.51 
76.56 
76.04 
75.41 
75.25 
74.97 
75.44 
75.85 
75.03 
74.43 
75.42 
75.11 
74.00 
73.08 
71.71 
70.92 
71.44 
76.62 
77.65 
77.83 
77.97 
78.97 
80.09 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

IS. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



n 
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52 ASN OOl 

52 ASN ND2 

53 LEU N 
53 LEU CA 
53 LEU C 
53 LEU O 
53 LEU CB 
53 LEU CG 
53 LEU CD1 

53 LEU CD2 

54 VAL N 
54 VAL CA 
54 VAL C 
54 VAL O 
54 VAL CB 
54 VAL CGI 

54 VAL CG2 

55 ASP N 
55 ASP CA 
55 ASP C 
55 ASP O 
55 ASP CB 
55 ASP CG 
55 ASP OD1 

55 ASP OD2 

56 CYS N 
56 CYS CA 
56 CYS C 
56 CYS O 
56 CYS CB 

56 CYS SG 

57 VAL N 
57 VAL CA 
57 VAL C 
57 VAL O 
57 VAL CB 
57 VAL CGI 

57 VAL CG2 

58 SER N 
58 SER CA 
58 SER C 
58 SER 0 
58 SER CB 
58 SER OG 



2.74 
4.04 
4.68 
5.95 
6.82 
7.87 
5.75 
S.ll 
4.91 
6.00 
6.33 
7.03 
7.63 
8.85 
6.06 
6.70 
5.67 
6.76 
7.12 
8.05 
8.84 
5.85 
4.87 
5.23 
3.72 
7.97 
8.76 
9.97 
10.98 
7.81 
6.36 
9.87 
10.98 
12.16 
12.50 
10.54 
11.66 
9.26 
12.85 
13.98 
15.15 
16.13 
14.48 
14.95 



TABLE I 

51.95 
52.99 
49.53 
48.86 
49.21 

49.84 

47.35 

46.95 

45.45 

47.41 

48.87 

49.15 

50.55 

50.72 

49.01 

49.55 

47.56 

51.55 

52.96 

53.45 

54.37 

53.84 

53.56 

52.86 

54.05 

52.82 
53.27 
52.47 
53.06 
53.52 
54.45 
51.15 
50.31 
50.44 
49.50 
48.83 
47.98 
48.72 
51.57 
51.87 
50.91 
51.10 
53.27 
53.34 



81.25 
79.74 
77.81 
77.94 
76.72 
76.88 
78.08 
79.41 
79.49 
80.54 
75.52 
74.25 
74.20 
74.04 
73.03 
71.75 
72.83 
74.37 
74.31 
75.40 
75.19 
74.36 
73.22 
72.24 
73.29 
76.56 
77.70 
78.16 
78.54 
78.84 
78.28 
78.17 
78.60 
77.62 
76.90 
78.71 
79.32 
79.52 
77.67 
76.80 
76.84 
76.13 
77.09 
78.42 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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59 GLU N 


15.09 


59 GLU CA 


16.15 


59 GLU C 


15.93 


59 GLU 0 


16.77 


59 GLU CB 


16.14 


59 GLU CG 


16.39 


59 GLU CD 


15.13 


59 GLU OE1 


14.38 


59 GLU OE2 


14.90 


60 ASN N 


14.77 


60 ASN CA 


14.43 


60 ASN C 


14.26 


60 ASN 0 


13.99 


60 ASN CB 


13.13 


60 ASN CG 


13.27 


60 ASN OD1 


12.35 


60 ASN ND2 


14.41 


61 ASP N 


14.39 


61 ASP CA 


14.25 


61 ASP C 


12.82 


61 ASP O 


12.60 


61 ASP CB 


14.84 


61 ASP CG 


15.93 


61 ASP OD1 


15.87 


61 ASP OD2 


16.85 


62 GLY N 


11.84 


62 GLY CA 


10.46 


62 GLY C 


9.91 


62 GLY O 


9.71 


63 CYS N 


9.68 


63 CYS CA 


9.19 


63 CYS C 


10.33 


63 CYS O 


10.09 


63 CYS CB 


8.59 


63 CYS SG 


6.94 


64 GLY N 


11.56 


64 GLY CA 


12.72 


64 GLY C 


12.90 


64 GLY O 


13.65 


65 GLY N 


12.20 


65 GLY CA 


12.28 


65 GLY C 


12.86 


65 GLY O 


13.34 


66 GLY N 


12.81 



TABLE I 

49.92 77.71 15.00 

48.93 77.82 15.00 
47.86 76.73 15.00 
46.99 76.50 15.00 
48.30 79.22 15.00 
49.27 80.39 15.00 

49.97 80.88 15.00 
49.38 81.70 15.00 
51.13 80.46 15.00 
47.91 76.10 15.00 

46.98 75.04 15.00 
47.73 73.71 15.00 

48.94 73.69 15.00 
46.26 75.38 15.00 

45.35 76.57 15.00 

45.22 77.38 15.00 
44.68 76.68 15.00 

47.02 72.61 15.00 
47.65 71.31 15.00 

48.03 70.94 15.00 

48.65 69.91 15.00 
46.75 70.23 15.00 
47.43 69.44 15.00 

48.66 69.28 15.00 
46.72 68.98 15.00 

47.67 71.77 15.00 

47.99 71.45 15.00 
47.03 70.41 15.00 
45.85 70.70 15.00 
47.50 69.20 15.00 
46.60 68.16 15.00 
45.71 67.70 15.00 
44.70 67.04 15.00 

47.36 66.99 15.00 
48.02 67.38 15.00 
46.10 68.03 15.00 
45.32 67.68 15.00 

44.16 68.64 15.00 
43.21 68.37 15.00 

44.23 69.78 15.00 

43.17 70.77 15.00 
43.58 72.11 15.00 
44.70 72.31 15.00 
42.65 73.05 15.00 
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TABLE I 

66 GLY CA 13.34 42.92 74.37 15.00 

66 GLY C 13.08 41.77 75.32 15.00 

66 GLY 0 12.42 40.80 74.94 15.00 

67 TYR N 13.57 41.90 76.55 15.00 
67 TYR CA 13.40 40.87 77.56 15.00 
67 TYR C 12.23 41.18 78.48 15.00 
67 TYR 0 11.93 42.34 78.75 15.00 
67 TYR CB 14.68 40.76 78.39 15.00 
67 TYR CG 15.91 40.56 77.55 15.00 
67 TYR CD1 16.20 39.32 76.98 15.00 
67 TYR CD2 16.77 41.61 77.29 15.00 
67 TYR CE1 17.33 39.13 76.18 15.00 
67 TYR CE2 17.90 41.44 76.49 15.00 
67 TYR CZ 18.18 40.20 75.94 15.00 

67 TYR OH 19.27 40.05 75.12 15.00 

68 MET N 11.57 40.13 78.99 15.00 
68 MET CA 10.45 40.33 79.90 15.00 
68 MET C 10.90 40.92 81.23 15.00 
68 MET O 10.21 41.72 81.83 15.00 
68 MET CB 9.72 39.00 80.18 15.00 
68 MET CG 8.97 38.38 79.00 15.00 
68 MET SD 9.97 37.36 77.92 15.00 

68 MET CE 11.01 36.45 79.11 15.00 

69 THR N 12.09 40.53 81.68 15.00 
69 THR CA 12.62 41.03 82.94 15.00 
69 THR C 12.76 42.55 82.93 15.00 
69 THR O 12.33 43.21 83.87 15.00 
69 THR CB 13.98 40.37 83.29 15.00 
69 THR OG1 14.96 40.72 82.30 15.00 

69 THR CG2 13.84 38.85 83.35 15.00 

70 ASN N 13.33 43.09 81.85 15.00 
70 ASN CA 13.53 44.54 81.73 15.00 
70 ASN C 12.24 45.34 81.80 15.00 
70 ASN O 12.25 46.51 82.16 15.00 
70 ASN CB 14.28 44.87 80.45 15.00 
70 ASN CG 15.72 44.45 80.52 15.00 
70 ASN OD1 16.11 43.68 81.39 15.00 

70 ASN ND2 16.54 44.97 79.61 15.00 

71 ALA N 11.14 44.68 81.45 15.00 
71 ALA CA 9.81 45.28 81.50 15.00 
71 ALA C 9.27 45.18 82.93 15.00 
71 ALA O 8.72 46.14 83.46 15.00 

71 ALA CB 8.88 44.57 80.51 15.00 

72 PHE N 9.46 44.02 83.55 15.00 
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TABLE I 

72 PHE CA 9.02 43.79 84.93 15.00 

72 PHE C 9.63 44.86 85.81 15.00 

72 PHE 0 8.94 45.51 86.59 15.00 

72 PHE CB 9.49 42.43 85.44 15.00 

72 PHE CG 8.73 41.28 84.88 15.00 

72 PHE CD1 7.40 41.42 84.52 15.00 

72 PHE CD2 9.34 40.04 84.73 15.00 

72 PHE CE1 6.67 40.35 84.03 15.00 

72 PHE CE2 8.62 38.96 84.24 15.00 

72 PHE CZ 7.29 39.12 83.89 15.00 

73 GLN N 10.93 45.05 85.64 15.00 
73 GLN CA 11.67 46.04 86.41 15.00 
73 GLN C 11.17 47.48 86.11 15.00 
73 GLN 0 11.29 48.37 86.94 IS. 00 
73 GLN CB 13.16 45.86 86.13 15.00 
73 GLN CG 14.11 46.75 86.94 15.00 
73 GLN CD 14.52 46.20 88.32 15.00 
73 GLN OE1 15.45 46.73 88.93 15.00 

73 GLN NE2 13.85 45.16 88.80 15.00 

74 TYR N 10.54 47.68 84.96 15.00 
74 TYR CA 10.04 49.00 84.58 15.00 
74 TYR C 8.81 49.41 85.38 15.00 
74 TYR 0 8.69 50.56 85.81 15.00 
74 TYR CB 9.72 49.05 83.08 15.00 
74 TYR CG 8.90 50.26 82.67 15.00 
74 TYR CD1 9.48 51.52 82.60 15.00 
74 TYR CD2 7.54 50.14 82.44 15.00 
74 TYR CE1 8.71 52.63 82.31 15.00 
74 TYR CE2 6.77 51.25 82.15 15.00 
74 TYR CZ 7.36 52.49 82.09 15.00 

74 TYR OH 6.58 53.59 81.84 15.00 

75 VAL N 7.87 48.48 85.54 15.00 
75 VAL CA 6.65 48.74 86.31 15.00 
75 VAL C 7.07 49.05 87.76 15.00 
75 VAL O 6.41 49.80 88.47 15.00 
75 VAL CB 5.73 47.48 86.38 15.00 
75 VAL CGI 4.32 47.87 86.73 15.00 

75 VAL CG2 5.77 46.72 85.07 15.00 

76 GLN N 8.18 48.44 88.18 15.00 
76 GLN CA 8.71 48.62 89.52 15.00 
76 GLN C 9.26 50.02 89.71 15.00 
76 GLN 0 8.62 50.86 90.31 15.00 
76 GLN CB 9.78 47.57 89.79 15.00 
76 GLN CG 10.35 47.60 91.20 15.00 
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76 GLN CD 


11.53 


76 GLN OE1 


12.17 


76 GLN NE2 


11.80 


77 LYS N 


10.43 


77 LYS CA 


11.04 


77 LYS C 


10.24 


77 LYS 0 


10.34 


77 LYS CB 


12.44 


77 LYS CG 


12.52 


77 LYS CD 


13.96 


77 LYS CE 


14.06 


77 LYS NZ 


15.39 


78 ASN N 


9.48 


78 ASN CA 


8.67 


78 ASN C 


7.51 


78 ASN 0 


6.94 


78 ASN CB 


8.12 


78 ASN CG 


7.17 


78 ASN OD1 


7.61 


78 ASN ND2 


5.88 


79 ARG N 


7.19 


79 ARG CA 


6.11 


79 ARG C 


4.71 


79 ARG 0 


4.05 


79 ARG CB 


6.31 


79 ARG CG 


7.67 


79 ARG CD 


7.80 


79 ARG NE 


6.84 


79 ARG CZ 


6.60 


79 ARG NH1 


7.24 


79 ARG NH2 


5.73 


80 GLY N 


4.27 


80 GLY CA 


2.95 


80 GLY C 


2.98 


80 GLY 0 


3.87 


81 ILE N 


1.98 


81 ILE CA 


1.88 


81 ILE C 


0.45 


81 ILE 0 


-0.49 


81 ILE CB 


2.19 


81 ILE CGI 


2.27 


81 ILE CG2 


1.14 


81 ILE CD1 


2.64 


82 ASP N 


0.29 



TABLE I 

46.64 91.36 15.00 

46.25 90.38 15.00 

46.25 92.59 15.00 

50.30 89.15 15.00 

51.62 89.32 15.00 

52.83 88.85 15.00 

53.90 89.44 15.00 

51.64 88.71 15.00 

51.06 87.30 15.00 
50.69 86.97 15.00 

49.75 85.79 15.00 

49.07 85.82 15.00 
52.69 87.77 15.00 
53.81 87.31 15.00 

53.96 88.28 15.00 
55.03 88.41 15.00 
53.56 85.90 15.00 
54.66 85.44 15.00 

55.76 85.09 15.00 
54.37 85.44 15.00 
52.86 88.95 15.00 
52.78 89.94 15.00 
52.88 89.33 15.00 
53.92 89.37 15.00 
53.81 91.08 15.00 
53.69 91.80 15.00 
54.56 93.06 15.00 

54.23 94.12 15.00 
53.00 94.59 15.00 
51.94 94.09 15.00 
52.83 95.58 15.00 
51.76 88.76 15.00 
51.68 88.15 15.00 
51.54 86.64 15.00 
52.07 85.97 15.00 
50.85 86.10 15.00 
50.64 84.66 15.00 

50.97 84.23 15.00 
50.68 84.96 15.00 
49.17 84.30 15.00 
48.99 82.78 15.00 

48.24 84.90 15.00 
47.59 82.36 15.00 
51.58 83.05 15.00 
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82 ASP CA 
82 ASP C 
82 ASP O 
82 ASP CB 
82 ASP CG 
82 ASP OD1 

82 ASP 0D2 

83 SER N 
83 SER CA 
83 SER C 
83 SER 0 
83 SER CB 

83 SER OG 

84 GLU N 
84 GLU CA 
84 GLU C 
84 GLU O 
84 GLU CB 
84 GLU CG 
84 GLU CD 
84 GLU OE1 

84 GLU OE2 

85 ASP N 
85 ASP CA 
85 ASP C 
85 ASP 0 
85 ASP CB 
85 ASP CG 
85 ASP OD1 

85 ASP OD2 

86 ALA N 
86 ALA CA 
86 ALA C 
86 ALA 0 

86 ALA CB 

87 TYR N 
87 TYR CA 
87 TYR C 
87 TYR O 
87 TYR CB 
87 TYR CG 
87 TYR CD1 
87 TYR CD2 
87 TYR CE1 



TABLE 

-1.04 51.93 
-1.89 50.76 
-1.38 49.69 
-0.93 52.93 
-0.47 54.29 
-0.66 54.63 
0.08 55.02 
-3.20 50.96 
-4.12 49.95 
-4.32 50.20 
-4.22 51.34 
-5.46 50.02 
-6.06 51.30 
-4.61 49.14 
-4.81 49.22 
-5.66 50.40 
-5.20 51.19 

-5.39 47.91 

-5.73 47.89 

-4.51 47.97 

-3.51 47.25 

-4.57 48.74 

-6.87 50.53 

-7.72 51.61 

-7.12 52.99 

-7.49 53.97 

-9.10 51.52 

10.07 52.52 

-9.97 52.79 

10.93 53.06 

-6.18 53.08 

-5.54 54.36 

-4.30 54.57 

-3.90 55.70 

-5.16 54.45 

-3.74 53.48 

-2.56 53.54 

-2.69 52.41 

-1.98 51.39 

-1.32 53.33 

-0.03 53.89 

0.20 53.99 

0.99 54.29 

1.41 54.47 



82.56 15.00 
82.07 15.00 
81.71 15.00 
81.42 15.00 
81.87 15.00 

83.06 15.00 
81.02 15.00 
82.05 15.00 

81.56 15.00 

80.07 15.00 
79.61 15.00 
82.32 15.00 
82.22 15.00 

79.32 15.00 
77.86 15.00 
77.38 15.00 

76.57 15.00 

77.33 15.00 
75.85 15.00 
74.94 15.00 
75.17 15.00 
73.96 15.00 
77.90 15.00 

77.45 15.00 
77.70 15.00 

77.03 15.00 
78.07 15.00 

77.46 15.00 
76.24 15.00 
78.21 15.00 
78.64 15.00 
78.93 15.00 

78.04 15.00 
77.78 15.00 
80.40 15.00 
77.53 15.00 
76.67 15.00 
75.64 15.00 
75.73 15.00 
77.55 15.00 
77.01 15.00 
75.64 15.00 
77.89 15.00 
75.16 15.00 
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87 TYR CE2 
87 TYR CZ 

87 TYR OH 

88 PRO N 
88 PRO CA 
88 PRO C 
88 PRO O 
88 PRO CB 
88 PRO CG 

88 PRO CD 

89 TYR N 
89 TYR CA 
89 TYR C 
89 TYR O 
89 TYR CB 
89 TYR CG 
89 TYR CD1 
89 TYR CD2 
89 TYR CE1 
89 TYR CE2 
89 TYR CZ 

89 TYR OH 

90 VAL N 
90 VAL CA 
90 VAL C 
90 VAL O 
90 VAL CB 
90 VAL CGI 

90 VAL CG2 

91 GLY N 
91 GLY CA 
91 GLY C 

91 GLY O 

92 GLN N 
92 GLN CA 
92 GLN C 
92 GLN O 
92 GLN CB 
92 GLN CG 
92 GLN CD 
92 GLN OE1 

92 GLN NE2 

93 GLU N 
93 GLU CA 



2.20 
2.41 
3.61 
-3.60 
-3.93 
-2.80 
-2.08 
-5.01 
-5.64 
-4.42 
-2.74 
-1.71 
-1.83 
-2.46 
-1.74 
-0.54 
0.75 
-0.66 
1.88 
0.47 
1.74 
2.87 
-1.19 
-1.22 
-0.55 
-0.83 
-0.63 
-1.26 
0.88 
0.37 
1.01 
2.38 
2.89 
3.00 
4.32 
4.96 
4.33 
4.21 
3.46 
3.28 
3.93 
2.39 
6.19 
6.90 



TABLE I 

54.77 
54.86 
55.32 
52.58 
51.66 
51.22 
52.05 
52.43 
53.28 
53.80 
49.92 
49.35 
49.79 
49.11 
47.82 

47.18 

47.59 

46.24 

47.07 

45.70 

46.13 

45.65 

50.88 

51.40 

50.51 

50.63 

52.83 

53.71 

52.80 

49.65 

48.77 

49.17 

48.57 

50.17 

50.61 

51.34 

51.51 

51.53 

52.85 

53.70 

54.73 

53.25 

51.79 

52.49 



77.41 
76.05 
75.57 
74.65 
73.55 
72.61 
72.06 
72.79 
73.84 
74.54 
72.34 
71.48 
70.01 
69.21 
71.56 
70.92 
71.30 
69.91 
70.69 
69.28 
69.68 
69.09 
69.65 
68.29 
67.23 
66.03 
68.21 
69.28 
68.33 
67.64 
66.67 
66.15 
65.20 
66.77 
66.35 
67.52 
68.57 
65.13 
65.38 
64.12 
63.94 
63.25 
67.34 
68.39 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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C 
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93 


GLU 


0 


6.84 


93 
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CB 


8.41 


93 
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CG 
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93 
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93 
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10.85 


93 
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94 
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N 


6.08 


94 
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CA 
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94 


GLU 


C 
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94 


GLU 


0 


7.40 


94 


GLU 


CB 


4.27 


94 


GLU 


CG 


3.45 


94 


GLU 


CD 


1.96 


94 


GLU 


OE1 


1.48 


94 


GLU 


OE2 


1.27 


95 


SER 


N 


6.22 


95 


SER 


CA 


6.84 


95 


SER 


C 


6.16 


95 


SER 


0 


4.92 


95 


SER 


CB 


6.63 


95 


SER 


OG 


5.25 


96 


CYS 


N 


6.96 


96 


CYS 


CA 


6.44 


96 


CYS 


C 


5.44 


96 


CYS 


0 


5.84 


96 


CYS 


CB 


7.59 


96 


CYS 


SG 


7.00 


97 


MET 


N 


4.15 


97 


MET 


CA 


3.06 


97 


MET 


C 


2.40 


97 


MET 


0 


1.16 


97 


MET 


CB 


1.97 


97 


MET 


CG 


2.36 


97 


MET 


SD 


1.29 


97 


MET 


CE 


-0.36 


98 


TYR 


N 


3.20 


98 


TYR 


CA 


2.67 


98 


TYR 


C 


1.93 


98 


TYR 


0 


2.48 


98 


TYR 


CB 


3.78 


98 


TYR 


CG 


3.32 


98 


TYR 


CD1 


3.24 


98 


TYR 


CD2 


2.95 
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.00 
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15 


.00 
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^ ft ft ft 

68.23 


15 


.00 


50 . 81 
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15 


.00 


C ft f ft 
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68 .23 


15 


.00 


50 . 53 


69 . 35 


15 


.00 


C ft C ft 

50 • 50 


67. 15 


15 


.00 


C A A ft 

54, 49 


ft A ft 

69.49 


15 


.00 


C C ft ft 

55 . 90 


69. 63 


15 


.00 


C ^ ^ ft 

56 . 47 


70.80 


15 


.00 


r- r" ft ft 
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71.37 


15 


.00 


r- r 4ft 

56 . 10 


69.86 


15 


.00 


56 .13 


68.58 


15, 


.00 


56 .28 


68.85 


15, 


.00 


55 . 64 


69.81 


15. 


.00 
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68.11 


15< 
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15. 


.00 


58.41 
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15, 


,00 
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15. 
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15. 


00 
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15. 


00 
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15. 


00 
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15. 


00 
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15. 


00 
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15. 


00 
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15. 


00 
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15. 
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15. 
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15. 


00 


56.51 
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15. 


00 
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15. 


00 


56.92 


83.56 


15. 


00 


54.72 


82.69 


15. 


00 
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TABLE I 

98 TYR CE1 2.81 56.49 84.80 15.00 

98 TYR CE2 2.52 54.29 83.95 15.00 

98 TYR CZ 2.45 55.18 84.99 15.00 

98 TYR OH 2.02 54.77 86.22 15.00 

99 ASN N 0.69 57.92 81.43 15.00 
99 ASN CA -0.14 58.84 82.20 15.00 
99 ASN C -0.54 58.20 83.54 15.00 
99 ASN 0 -1.31 57.23 83.58 15.00 
99 ASN CB -1.37 59.22 81.36 15.00 
99 ASN CG -2.38 60.08 82.13 15.00 
99 ASN OD1 -2.01 60.89 82.99 15.00 
99 ASN ND2 -3.66 59.90 81.80 15.00 

100 PRO N -0.02 58.74 84.65 15.00 

100 PRO CA -0.30 58.24 86.00 15.00 

100 PRO C -1.77 58.23 86.33 15.00 

100 PRO O -2.22 57.46 87.19 15.00 

100 PRO CB 0.45 59.22 86.90 15.00 

100 PRO CG 1.58 59.70 86.02 15.00 

100 PRO CD 0.86 59.92 84.71 15.00 

101 THR N -2.53 59.08 85.65 15.00 
101 THR CA -3.96 59.13 85.89 15.00 
101 THR C -4.56 57.81 85.43 15.00 
101 THR O -5.64 57.43 85.89 15.00 
101 THR CB -4.63 60.25 85.10 15.00 
101 THR OG1 -3.86 61.45 85.21 15.00 

101 THR CG2 -6.03 60.52 85.66 15.00 

102 GLY N -3.86 57.13 84.52 15.00 
102 GLY CA -4.33 55.86 84.01 15.00 
102 GLY C -3.55 54.62 84.42 15.00 

102 GLY O -3.52 53.65 83.67 15.00 

103 LYS N -2.90 54.62 85.59 15.00 
103 LYS CA -2.15 53.44 86.02 15.00 
103 LYS C -3.12 52.35 86.50 15.00 
103 LYS O -4.26 52.65 86.86 15.00 
103 LYS CB -1.13 53.83 87.11 15.00 
103 LYS CG -1.51 53.50 88.56 15.00 
103 LYS CD -0.97 52.13 88.98 15.00 
103 LYS CE -1.39 51.77 90.40 15.00 

103 LYS NZ -1.11 50.35 90.75 15.00 

104 ALA N -2.68 51.10 86.52 15.00 
104 ALA CA -3.55 50.01 86.96 15.00 
104 ALA C -2.86 48.86 87.68 15.00 
104 ALA O -3.52 47.92 88.12 15.00 
104 ALA CB -4.37 49.49 85.79 15.00 
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105 ALA N 


-1.55 


105 ALA CA 


-0.83 


105 ALA C 


0.53 


105 ALA 0 


1.06 


105 ALA CB 


-0.67 


106 LYS N 


1.07 


106 LYS CA 


2.39 


106 LYS C 


3.24 


106 LYS 0 


2.73 


106 LYS CB 


2.24 


106 LYS CG 


1.78 


106 LYS CD 


1.32 


106 LYS CE 


2.44 


106 LYS NZ 


3.48 


107 CYS N 


4.54 


107 CYS CA 


5.42 


107 CYS C 


6.51 


107 CYS 0 


7.16 


107 CYS CB 


6.07 


107 CYS SG 


6.62 


108 ARG N 


6.70 


108 ARG CA 


7.71 


108 ARG C 


8.93 


108 ARG 0 


9.61 


108 ARG CB 


7.16 


108 ARG CG 


6.08 


108 ARG CD 


5.41 


108 ARG NE 


6.38 


108 ARG CZ 


6.16 


108 ARG NH1 


4.99 


108 ARG NH2 


7.16 


109 GLY N 


9.21 


109 GLY CA 


10.34 


109 GLY C 


9.92 


109 GLY 0 


8.77 


110 TYR N 


10.86 


110 TYR CA 


10.59 


110 TYR C 


11.44 


110 TYR 0 


12.41 


110 TYR CB 


10.85 


110 TYR CG 


12.30 


110 TYR CD1 


13.13 


110 TYR CD2 


12.82 


110 TYR CE1 


14.46 



TABLE I 

48.92 87.82 15.00 

47.87 88.50 15.00 

48.36 88.97 15.00 

49.35 88.44 15.00 

46.68 87.59 15.00 

47.69 90.00 15.00 
48.03 90.56 15.00 
46.76 90.62 15.00 

45.65 90.44 15.00 

48.66 91.95 15.00 
50.12 91.94 15.00 
50.56 93.31 15.00 
50.52 94.34 15.00 
51.56 94.06 15.00 
46.92 90.90 15.00 
45.76 90.90 15.00 
45.83 91.97 15.00 
46.86 92.14 15.00 
45.65 89.52 15.00 
44.03 89.03 15.00 

44.73 92.69 15.00 
44.62 93.74 15.00 

43.86 93.19 15.00 
43.14 93.93 15.00 

43.87 94.96 15.00 
44.58 95.79 15.00 
43.58 96.74 15.00 
42.60 97.25 15.00 
41.29 97.39 15.00 

40.74 97.08 15.00 
40.52 97.80 15.00 
44.02 91.90 15.00 
43.34 91.30 15.00 
42.13 90.50 15.00 
42.01 90.10 15.00 
41.22 90.29 15.00 
39.99 89.54 15.00 
38.82 90.02 15.00 
38.99 90.75 15.00 
40.21 88.05 15.00 
40.42 87.70 15.00 
39.33 87.46 15.00 
41.70 87.58 15.00 
39.52 87.10 15.00 
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TABLE I 

110 TYR CE2 14.14 41.89 87.22 15.00 

110 TYR CZ 14.95 40.80 86.98 15.00 

110 TYR OH 16.25 40.99 86.61 15.00 

111 ARG N 11.13 37.63 89.52 15.00 
111 ARG CA 11.87 36.45 89.91 15.00 
111 ARG C 11.88 35.46 88.75 15.00 
111 ARG 0 10.90 35.34 88.03 15.00 
111 ARG CB 11.23 35.85 91.16 15.00 
111 ARG CG 12.14 34.90 91.88 15.00 
111 ARG CD 11.70 34.66 93.31 15.00 
111 ARG NE 12.85 34.20 94.09 15.00 
111 ARG CZ 13.87 34.98 94.44 15.00 
111 ARG NH1 13.87 36.28 94.12 15.00 

111 ARG NH2 14.89 34.48 95.13 15.00 

112 GLU N 13.00 34.76 88.58 15.00 
112 GLU CA 13.15 33.79 87.50 15.00 
112 GLU C 13.25 32.35 87.94 15.00 
112 GLU 0 13.55 32.06 89.11 15.00 
112 GLU CB 14.38 34.11 86.66 15.00 
112 GLU CG 14.35 35.49 86.11 15.00 
112 GLU CD 15.46 35.72 85.14 15.00 
112 GLU OE1 15.30 35.30 83.97 15.00 

112 GLU OE2 16.49 36.31 85.56 15.00 

113 ILE N 12.98 31.46 86.99 15.00 
113 ILE CA 13.02 30.03 87.20 15.00 
113 ILE C 14.46 29.65 86.91 15.00 
113 ILE 0 15.13 30.34 86.15 15.00 
113 ILE CB 12.04 29.30 86.23 15.00 
113 ILE CGI 10.60 29.50 86.70 15.00 
113 ILE CG2 12.36 27.81 86.13 15.00 

113 ILE CD1 10.10 30.93 86.65 15.00 

114 PRO N 15.01 28.64 87.60 15.00 
114 PRO CA 16.40 28.30 87.29 15.00 
114 PRO C 16.50 27.74 85.87 15.00 
114 PRO O 15.74 26.85 85.48 15.00 
114 PRO CB 16.77 27.29 88.39 15.00 
114 PRO CG 15.46 26.66 88.76 15.00 

114 PRO CD 14.52 27.85 88.75 15.00 

115 GLU N 17.41 28.32 85.09 15.00 
115 GLU CA 17.61 27.97 83.68 15.00 
115 GLU C 17.55 26.49 83.35 15.00 
115 GLU O 18.36 25.70 83.84 15.00 
115 GLU CB 18.93 28.56 83.15 15.00 
115 GLU CG 18.92 30.09 82.86 15.00 
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115 GLU CD 


20.11 


115 GLU OE1 


20.75 


115 GLU OE2 


20.39 


116 GLY N 


16.55 


116 GLY CA 


16.41 


116 GLY C 


15.76 


116 GLY 0 


15.81 


117 ASN N 


15.13 


117 ASN CA 


14.47 


117 ASN C 


12.97 


117 ASN 0 


12.28 


117 ASN CB 


14.77 


117 ASN CG 


14.21 


117 ASN OD1 


13.32 


117 ASN ND2 


14.72 


118 GLU N 


12.47 


118 GLU CA 


11.05 


118 GLU C 


10.22 


118 GLU 0 


9.16 


118 GLU CB 


10.75 


118 GLU CG 


10.96 


118 GLU CD 


10.34 


118 GLU OE1 


9.11 


118 GLU OE2 


11.08 


119 LYS N 


10.73 


119 LYS CA 


10.00 


119 LYS C 


9.79 


119 LYS 0 


8.78 


119 LYS CB 


10.68 


119 LYS CG 


9.94 


119 LYS CD 


10.13 


119 LYS CE 


9.28 


119 LYS NZ 


9.62 


120 ALA N 


10.73 


120 ALA CA 


10.61 


120 ALA C 


9.57 


120 ALA 0 


8.72 


120 ALA CB 


11.93 


121 LEU N 


9.62 


121 LEU CA 


8.66 


121 LEU C 


7.23 


121 LEU O 


6.34 


121 LEU CB 


8.94 


121 LEU CG 


7.91 



TABLE I 

30.56 81.97 15.00 

29.70 81.31 15.00 

31.79 81.92 15.00 

26.11 82.56 15.00 

24.74 82.12 15.00 

23.78 83.08 15.00 

22.56 82.88 15.00 

24.31 84.11 15.00 

23.47 85.10 15.00 

23.47 84.87 15.00 

24.43 85.22 15.00 

23.97 86.51 15.00 

23.05 87.58 15.00 

22.23 87.32 15.00 

23.19 88.80 15.00 
22.38 84.29 15.00 
22.27 84.03 15.00 
22.01 85.27 15.00 
22.60 85.42 15.00 

21.20 82.99 15.00 
21.66 81.56 15.00 
20.72 80.56 15.00 
20.82 80.33 15.00 
19.88 80.01 15.00 

21.18 86.18 15.00 
20.87 87.41 15.00 
22.11 88.28 15.00 

22.21 88.98 15.00 
19.76 88.21 15.00 
18.40 88.14 15.00 
17.64 86.81 15.00 
16.35 86.76 15.00 

15.29 87.79 15.00 
23.04 88.21 15.00 

24.30 88.94 15.00 
25.15 88.23 15.00 
25.75 88.88 15.00 
25.04 88.99 15.00 

25.19 86.89 15.00 
25.96 86.09 15.00 
25.51 86.39 15.00 
26.34 86.52 15.00 
25.82 84.58 15.00 
26.43 83.60 15.00 
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TABLE I 

121 LEU CD1 8.09 27.93 83.52 15.00 

121 LEU CD2 8.08 25.84 82.22 15.00 

122 LYS N 7.02 24.21 86.51 15.00 
122 LYS CA 5.69 23.70 86.81 15.00 
122 LYS C 5.24 24.18 88.19 15.00 
122 LYS O 4.07 24.52 88.38 15.00 
122 LYS CB 5.66 22.17 86.76 15.00 
122 LYS CG 4.31 21.58 87.17 15.00 
122 LYS CD 4.36 20.07 87.30 15.00 
122 LYS CE 5.50 19.63 88.22 15.00 

122 LYS N2 5.63 18.14 88.27 15.00 

123 ARG N 6.16 24.19 89.15 15.00 
123 ARG CA 5.84 24.63 90.51 15.00 
123 ARG C 5.51 26.11 90.47 15.00 
123 ARG O 4.53 26.54 91.07 15.00 
123 ARG CB 6.99 24.36 91.49 15.00 
123 ARG CG 7.32 22.88 91.65 15.00 
123 ARG CD 8.14 22.58 92.89 15.00 
123 ARG NE 9.59 22.54 92.68 15.00 
123 ARG CZ 10.40 23.60 92.76 15.00 
123 ARG NH1 9.92 24.80 93.04 15.00 

123 ARG NH2 11.71 23.43 92.63 15.00 

124 ALA N 6.30 26.87 89.73 15.00 
124 ALA CA 6.09 28.30 89.58 15.00 
124 ALA C 4.72 28.57 88.98 15.00 
124 ALA 0 3.98 29.41 89.47 15.00 

124 ALA CB 7.19 28.91 88.71 15.00 

125 VAL N 4.37 27.84 87.92 15.00 
125 VAL CA 3.07 28.02 87.28 15.00 
125 VAL C 1.95 27.63 88.24 15.00 
125 VAL O 0.88 28.23 88.22 15.00 
125 VAL CB 2.96 27.17 85.98 15.00 
125 VAL CGI 1.52 27.07 85.51 15.00 

125 VAL CG2 3.78 27.79 84.88 15.00 

126 ALA N 2.21 26.64 89.08 15.00 
126 ALA CA 1.22 26.16 90.04 15.00 
126 ALA C 1.10 26.92 91.36 15.00 
126 ALA O 0.03 26.95 91.97 15.00 

126 ALA CB 1.43 24.68 90.31 15.00 

127 ARG N 2.20 27.51 91.82 15.00 
127 ARG CA 2.21 28.25 93.07 15.00 
127 ARG C 1.97 29.74 92.86 15.00 
127 ARG O 1.45 30.43 93.75 15.00 
127 ARG CB 3.55 28.07 93.81 15.00 
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127 ARG CG 


3.44 


127 ARG CD 


3.83 


127 ARG NE 


5.24 


127 ARG CZ 


5.76 


127 ARG NH1 


5.03 


127 ARG NH2 


7.04 


128 VAL N 


2.38 


128 VAL CA 


2.22 


128 VAL C 


1.08 


128 VAL 0 


0.06 


128 VAL CB 


3.53 


128 VAL CGI 


3.48 


128 VAL CG2 


4.72 


129 GLY N 


1.27 


129 GLY CA 


0.26 


129 GLY C 


0.98 


129 GLY 0 


2.11 


130 PRO N 


0.36 


130 PRO CA 


0.96 


130 PRO C 


2.37 


130 PRO 0 


2.60 


130 PRO CB 


-0.03 


130 PRO CG 


-1.33 


130 PRO CD 


-1.00 


131 VAL N 


3.32 


131 VAL CA 


4.72 


131 VAL C 


5.09 


131 VAL O 


4.48 


131 VAL CB 


5.63 


131 VAL CGI 


5.57 


131 VAL CG2 


7.07 


132 SER N 


6.03 


132 SER CA 


6.49 


132 SER C 


7.58 


132 SER O 


8.60 


132 SER CB 


7.08 


132 SER OG 


6.16 


133 VAL N 


7.39 


133 VAL CA 


8.39 


133 VAL C 


8.84 


133 VAL O 


8.20 


133 VAL CB 


7.86 


133 VAL CGI 


8.20 


133 VAL CG2 


6.37 



TABLE I 

27.25 95.07 15.00 

25.82 94.84 15.00 

25.57 95.18 15.00 

24.37 95.39 15.00 

23.27 95.29 15.00 

24.27 95.69 15.00 
30.23 91.69 15.00 
31.64 91.36 15.00 
31.86 90.37 15.00 
32.47 90.67 15.00 
32.20 90.78 15.00 

33.72 90.75 15.00 
31.71 91.58 15.00 
31.35 89.16 15.00 
31.49 88.14 15.00 

31.73 86.84 15.00 

31.28 86.67 15.00 
32.47 85.91 15.00 
32.76 84.62 15.00 
33.32 84.72 15.00 
34.37 85.32 15.00 

33.76 84.02 15.00 

33.27 84.53 15.00 
33.01 85.99 15.00 

32.57 84.15 15.00 
32.96 84.13 15.00 

33.29 82.67 15.00 

32.77 81.73 15.00 
31.83 84.73 15.00 

30.58 83.89 15.00 

32.28 84.86 15.00 
34.23 82.49 15.00 

34.64 81.17 15.00 
33.70 80.71 15.00 
33.56 81.40 15.00 
36.05 81.25 15.00 
36.98 81.80 15.00 
33.03 79.58 15.00 
32.10 79.03 15.00 
32.58 77.67 15.00 
33.43 77.06 15.00 
30.66 78.87 15.00 
29.83 80.07 15.00 

30.65 78.66 15.00 
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134 ALA N 


9-98 


134 ALA CA 


10.51 


134 ALA C 


10.71 


134 ALA 0 


10.94 


134 ALA CB 


11.81 


135 ILE N 


10.58 


135 ILE CA 


10.74 


135 ILE C 


11.25 


135 ILE 0 


11.54 


135 ILE CB 


9.39 


135 ILE CGI 


8.32 


135 ILE CG2 


8.98 


135 ILE CD1 


7.01 


136 ASP N 


11.37 


136 ASP CA 


11.80 


136 ASP C 


10.54 


136 ASP 0 


10.02 


136 ASP CB 


12.79 


136 ASP CG 


13.23 


136 ASP OD1 


13.18 


136 ASP OD2 


13.64 


137 ALA N 


10.05 


137 ALA CA 


8.87 


137 ALA C 


9.23 


137 ALA 0 


8.38 


137 ALA CB 


7.97 


136 SER N 


10.47 


138 SER CA 


10.91 


138 SER C 


10.40 


138 SER O 


10.47 


138 SER CB 


12.43 


138 SER OG 


12.93 


139 LEU N 


9.85 


139 LEU CA 


9.36 


139 LEU C 


8.06 


139 LEU 0 


7.07 


139 LEU CB 


9.17 


139 LEU CG 


10 27 


139 LEU CD1 


11.61 


139 LEU CD2 


10.33 


140 THR N 


8.06 


140 THR CA 


6.87 


140 THR C 


5.73 


140 THR 0 


4.56 



TABLE I 

32.08 77.21 15.00 

32.42 75.89 15.00 

31.08 75.20 15.00 

30.09 75.89 15.00 
33.16 76.01 15.00 
31.02 73.88 15.00 
29.75 73.17 15.00 
29.93 71.74 15.00 
31.04 71.29 15.00 
29.00 73.05 15.00 
29.93 72.47 15.00 
28.39 74.37 15.00 

29.26 72.13 15.00 

28.80 71.04 15.00 
28.77 69.65 15.00 

28.58 68.80 15.00 
27.47 68.67 15.00 
27.62 69.36 15.00 
27.57 67.89 15.00 
28.61 67.20 15.00 
26.49 67.41 15.00 
29.68 68.24 15.00 
29.65 67.41 15.00 
29.70 65.91 15.00 
30.00 65.07 15.00 

30.81 67.79 15.00 
29.35 65.57 15.00 

29.38 64.18 15.00 

28.27 63.28 15.00 

28.39 62.06 15.00 

29.40 64.10 15.00 

30.59 64.68 15.00 
27.22 63.87 15.00 
26.07 63.12 15.00 
26.32 62.36 15.00 

26.74 62.94 15.00 
24.86 64.04 15.00 
24.49 65.02 15.00 
24.35 64.30 15.00 
25.54 66.14 15.00 
26.00 61.06 15.00 
26.19 60.24 15.00 
25.38 60.86 15.00 

25.75 60.77 15.00 
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TABLE I 

140 THR CB 7.09 25.72 58.78 15.00 

140 THR OG1 8.35 26.21 58.30 15.00 

140 THR CG2 6.00 26.29 57.88 15.00 

141 SER N 6.11 24.29 61.54 15.00 
141 SER CA 5.14 23.42 62.20 15.00 
141 SER C 4.49 24.13 63.38 15.00 
141 SER O 3.32 23.91 63.69 15.00 
141 SER CB 5.83 22.12 62.64 15.00 

141 SER OG 7.14 22.36 63.15 15.00 

142 PHE N 5.25 25.01 64.02 15.00 
142 PHE CA 4.74 25.76 65.15 15.00 
142 PHE C 3.80 26.83 64.66 15.00 
142 PHE O 2.78 27.12 65.30 15.00 
142 PHE CB 5.88 26.41 65.94 15.00 
142 PHE CG 5.41 27.24 67.09 15.00 
142 PHE CD1 5.07 28.58 66.91 15.00 
142 PHE CD2 5.31 26.70 68.37 15.00 
142 PHE CE1 4.64 29.36 67.97 15.00 
142 PHE CE2 4.89 27.47 69.44 15.00 

142 PHE CZ 4.55 28.81 69.24 15.00 

143 GLN N 4.13 27.43 63.52 15.00 
143 GLN CA 3.31 28.49 62.99 15.00 
143 GLN C 1.93 28.03 62.57 15.00 
143 GLN O 0.95 28.72 62.84 15.00 
143 GLN CB 4.05 29.25 61.89 15.00 
143 GLN CG 5.12 30.14 62.48 15.00 
143 GLN CD 6.22 30.52 61.51 15.00 
143 GLN OE1 5.97 31.14 60.47 15.00 

143 GLN NE2 7.45 30.19 61.86 15.00 

144 PHE N 1.84 26.82 62.00 15.00 
144 PHE CA 0.54 26.30 61.57 15.00 
144 PHE C -0.14 25.30 62.52 15.00 
144 PHE O -1.02 24.53 62.12 15.00 
144 PHE CB 0.56 25.79 60.11 15.00 
144 PHE CG 1.57 24.68 59.84 15.00 
144 PHE CD1 1.63 23.54 60.63 15.00 
144 PHE CD2 2.40 24.75 58.73 15.00 
144 PHE CE1 2.50 22.49 60.32 15.00 
144 PHE CE2 3.27 23.71 58.42 15.00 

144 PHE CZ 3.32 22.58 59.22 15.00 

145 TYR N 0.27 25.33 63.79 15.00 
145 TYR CA -0.30 24.45 64.81 15.00 
145 TYR C -1.80 24.73 64.93 15.00 
145 TYR O -2.22 25.89 64.92 15.00 



WO 97/16177 



PCI7US96/17512 



145 TYR CB 


0.36 


145 TYR CG 


-0.43 


145 TYR CD1 


-0.28 


145 TYR CD2 


-1.38 


145 TYR CE1 


-1.05 


145 TYR CE2 


-2.15 


145 TYR CZ 


-1.99 


145 TYR OH 


-2.76 


146 SER N 


-2.60 


146 SER CA 


-4.04 


146 SER C 


-4.65 


146 SER 0 


-5.72 


146 SER CB 


-4.74 


146 SER OG 


-4.46 


147 LYS N 


-3.96 


147 LYS CA 


-4.48 


147 LYS C 


-3.46 


147 LYS 0 


-2.52 


147 LYS CB 


-5.79 


147 LYS CG 


-5.76 


147 LYS CD 


-7.11 


147 LYS CE 


-7.19 


147 LYS NZ 


-7.28 


148 GLY N 


-3.63 


148 GLY CA 


-2.75 


148 GLY C 


-1.56 


148 GLY O 


-1.43 


149 VAL N 


-0.71 


149 VAL CA 


0.50 


149 VAL C 


1.66 


149 VAL 0 


2.06 


149 VAL CB 


0.83 


149 VAL CGI 


2.06 


149 VAL CG2 


-0.34 


150 TYR N 


2.21 


150 TYR CA 


3.25 


150 TYR C 


4.60 


150 TYR 0 


5.26 


150 TYR CB 


3.39 


150 TYR CG 


4.42 


150 TYR CD1 


4.39 


150 TYR CD2 


5.44 


150 TYR CE1 


5.36 


150 TYR CE2 


6.41 



TABLE I 

24.72 66.17 15.00 

24.13 67.33 15.00 

22.79 67.70 15.00 

24.90 68.01 15.00 
22.23 68.70 15.00 
24.35 69.01 15.00 
23.01 69.35 15.00 
22.46 70.34 15.00 
23.68 65.08 15.00 
23.84 65.20 15.00 
22.98 66.30 15.00 

23.29 66.81 15.00 
23.59 63.84 15.00 

22.30 63.31 15.00 

21.91 66.67 15.00 

21.04 67.73 15.00 
20.00 68.23 15.00 
19.67 67.51 15.00 
20.37 67.27 15.00 
19.70 65.88 15.00 

19.05 65.50 15.00 
18.65 64.01 15.00 
19.82 63.07 15.00 
19.55 69.48 15.00 
18.55 70.07 15.00 
19.09 70.85 15.00 
20.29 71.06 15.00 
18.18 71.31 15.00 
18.54 72.07 15.00 
18.70 71.06 15.00 
17.74 70.39 15.00 
17.46 73.14 15.00 
17.86 73.93 15.00 
17.26 74.08 15.00 
19.90 70.99 15.00 
20.21 70.03 15.00 
19.64 70.34 15.00 
20.08 71.28 15.00 
21.72 69.86 15.00 
22.11 68.81 15.00 
21.53 67.54 15.00 
23.02 69.11 15.00 
21.85 66.58 15.00 
23.33 68.15 15.00 
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150 TYR CZ 

150 TYR OH 

151 TYR N 
151 TYR CA 
151 TYR C 
151 TYR O 
151 TYR CB 
151 TYR CG 
151 TYR CD1 
151 TYR CD2 
151 TYR CE1 
151 TYR CE2 
151 TYR CZ 

151 TYR OH 

152 ASP N 
152 ASP CA 
152 ASP C 
152 ASP O 
152 ASP CB 
152 ASP CG 
152 ASP OD1 

152 ASP OD2 

153 GLU N 
153 GLU CA 
153 GLU C 
153 GLU O 
153 GLU CB 
153 GLU CG 
153 GLU CD 
153 GLU OE1 

153 GLU OE2 

154 SER N 
154 SER CA 
154 SER C 
154 SER O 
154 SER CB 

154 SER OG 

155 CYS N 
155 CYS CA 
155 CYS C 
155 CYS O 
155 CYS CB 

155 CYS SG 

156 ASN N 



TABLE 

6.37 22.74 

7.34 23.02 
5.03 18.69 

6.35 18.11 
7.09 18.15 
6.65 17.56 
6.30 16.68 
7.67 16.22 
8.45 17.02 

8.20 15.02 
9.74 16.65 
9.50 14.63 

10.26 15.45 

11.55 15.08 

8.21 18.85 
8.98 18.96 

10.47 18.82 

11.08 19.72 

8.70 20.31 

9.22 20.37 
8.48 19.96 

10.37 20.82 
11.03 17.68 
12.44 17.38 
13.40 18.37 
14.59 18.34 
12.76 15.94 
12.29 15.56 
13.28 15.95 

14.38 15.36 
12 .95 16 . 84 
12.89 19.26 
13.75 20.24 
13.86 21.54 
14.71 22.38 
13.20 20.54 
14.08 21.32 
13.02 21.69 

13.01 22.90 
14.34 23.17 
14.74 22.42 
11.86 22.85 
11.05 24.47 

15.02 24.23 



66.90 15.00 

65.97 15.00 

69.53 15.00 

69.70 15.00 

68.37 15.00 

67.39 15.00 

70.20 15.00 

70.63 15.00 

71.46 15.00 

70.17 15.00 

71.82 15.00 

70.52 15.00 

71.35 15.00 

71.70 15.00 
68.35 15.00 
67.12 15.00 

67.44 15.00 
68.03 15.00 

66.45 15.00 
65.03 15.00 
64.12 15.00 
64.82 15.00 
67.05 15.00 
67.31 15.00 
66.69 15.00 
66.98 15.00 
66.86 15.00 

65.44 15.00 
64.33 15.00 
64.28 15.00 
63.50 15.00 

65.85 15.00 
65.20 15.00 

66.01 15.00 

65.71 15.00 
63.80 15.00 

63.02 15.00 

67.03 15.00 

67.86 15.00 
68.55 15.00 

69.45 15.00 

68.87 15.00 
69.10 15.00 
68.14 15.00 



\O0 
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TABLE I 

156 ASN CA 16.33 24.57 68.70 15.00 

156 ASN C 16.29 25.23 70.07 15.00 

156 ASN 0 16.21 26.46 70.19 15.00 

156 ASN CB 17.16 25.40 67.73 15.00 

156 ASN CG 18.54 25.71 68.28 15.00 

156 ASN OD1 18.89 26.86 68.48 15.00 

156 ASN ND2 19.32 24.66 68.57 15.00 

157 SER N 16.46 24.39 71.09 15.00 
157 SER CA 16.46 24.79 72.50 15.00 
157 SER C 17.39 25.95 72.87 15.00 
157 SER O 17.24 26.54 73.94 15.00 
157 SER CB 16.79 23.56 73.34 15.00 

157 SER OG 16.11 22.42 72.84 15.00 

158 ASP N 18.34 26.27 71.99 15.00 
158 ASP CA 19.29 27.35 72.24 15.00 
158 ASP C 18.88 28.70 71.64 15.00 
158 ASP O 19.31 29.76 72.09 15.00 
158 ASP CB 20.69 26.96 71.75 15.00 
158 ASP CG 21.57 26.39 72.87 15.00 
158 ASP OD1 21.02 25.82 73.85 15.00 

158 ASP OD2 22.82 26.53 72.78 15.00 

159 ASN N 18.07 28.66 70.59 15.00 
159 ASN CA 17.63 29.89 69.97 15.00 
159 ASN C 16.22 30.22 70.46 15.00 
159 ASN O 15.25 29.58 70.04 15.00 
159 ASN CB 17.69 29.76 68.45 15.00 
159 ASN CG 16.80 30.75 67.73 15.00 
159 ASN OD1 16.93 31.98 67.88 15.00 

159 ASN ND2 15.86 30.22 66.96 15.00 

160 LEU N 16.13 31.16 71.39 15.00 
160 LEU CA 14.83 31.58 71.93 15.00 
160 LEU C 14.48 32.83 71.16 15.00 
160 LEU O 15.25 33.79 71.14 15.00 
160 LEU CB 14.90 31.88 73.44 15.00 
160 LEU CG 15.29 30.75 74.43 15.00 
160 LEU CD1 15.63 31.34 75.78 15.00 

160 LEU CD2 14.20 29.70 74.54 15.00 

161 ASN N 13.32 32.82 70.51 15.00 
161 ASN CA 12.91 33.94 69.69 15.00 
161 ASN C 11.44 34.33 69.76 15.00 
161 ASN O 10.94 34.97 68.85 15.00 
161 ASN CB 13.25 33.62 68.24 15.00 
161 ASN CG 12.59 32.35 67.78 15.00 
161 ASN OD1 11.36 32.28 67.67 15.00 
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TABLE I 

161 ASN ND2 13.38 31.31 67.58 15.00 

162 HIS N 10.72 33.90 70.78 15.00 
162 HIS CA 9.33 34.31 70.87 15.00 
162 HIS C 8.84 34.19 72.29 15.00 
162 HIS O 8.74 33.09 72.84 15.00 
162 HIS CB 8.45 33.51 69.91 15.00 
162 HIS CG 7.10 34.12 69.68 15.00 
162 HIS ND1 6.93 35.47 69.42 15.00 
162 HIS CD2 5.86 33.58 69.66 15.00 
162 HIS CE1 5.64 35.72 69.24 15.00 

162 HIS NE2 4.97 34.59 69.38 15.00 

163 ALA N 8.58 35.35 72.90 15.00 
163 ALA CA 8.09 35.40 74.26 15.00 
163 ALA C 6.63 34.98 74.30 15.00 
163 ALA O 5.78 35.55 73.61 15.00 

163 ALA CB 8.27 36.79 74.81 15.00 

164 VAL N 6.36 33.96 75.09 15.00 
164 VAL CA 5.02 33.43 75.28 15.00 
164 VAL C 4.69 33.44 76.78 15.00 
164 VAL 0 5.54 33.79 77.60 15.00 
164 VAL CB 4.95 32.00 74.70 15.00 
164 VAL CGI 5.97 31.10 75.37 15.00 

164 VAL CG2 3.57 31.44 74.89 15.00 

165 LEU N 3.45 33.09 77.15 15.00 
165 LEU CA 3.04 33.03 78.55 15.00 
165 LEU C 2.46 31.67 78.88 15.00 
165 LEU O 1.65 31.15 78.12 15.00 
165 LEU CB 1.96 34.09 78.85 15.00 
165 LEU CG 1.43 34.18 80.29 15.00 
165 LEU CD1 2.39 34.99 81.12 15.00 

165 LEU CD2 0.06 34.82 80.33 15.00 

166 ALA N 2.87 31.11 80.01 15.00 
166 ALA CA 2.35 29.81 80.46 15.00 
166 ALA C 1.08 30.09 81.24 15.00 
166 ALA 0 1.06 30.96 82.11 15.00 

166 ALA CB v 3.36 29.12 81.34 15.00 

167 VAL N 0.02 29.38 80.89 15.00 
167 VAL CA -1.29 29.54 81.52 15.00 
167 VAL C -1.67 28.28 82.34 15.00 
167 VAL 0 -2.71 28.21 83.00 15.00 
167 VAL CB -2.32 29.91 80.40 15.00 
167 VAL CGI -3.67 29.28 80.59 15.00 

167 VAL CG2 -2.45 31.41 80.33 15.00 

168 GLY N -0.76 27.32 82.38 15.00 
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TABLE I 

168 GLY CA -0.99 26.12 83.13 15.00 

168 GLY C -0.16 24.99 82.57 15.00 

168 GLY 0 0.86 25.22 81.93 15.00 

169 TYR N -0.61 23.78 82.81 15.00 
169 TYR CA 0.05 22. S8 82.33 15.00 
169 TYR C -1.02 21.51 82.42 15.00 
169 TYR O -2.11 21.76 82.93 15.00 
169 TYR CB 1.27 22.22 83.20 15.00 
169 TYR CG 1.02 22.11 84.70 15.00 
169 TYR CD1 0.52 20.94 85.28 15.00 
169 TYR CD2 1.32 23.18 85.56 15.00 
169 TYR CE1 0.32 20.84 86.66 15.00 
169 TYR CE2 1.12 23.08 86.94 15.00 
169 TYR CZ 0.62 21.91 87.48 15.00 

169 TYR OH 0.44 21.83 88.85 15.00 

170 GLY N -0.71 20.33 81.90 15.00 
170 GLY CA -1.65 19.23 81.94 15.00 
170 GLY C -1.16 18.11 81.05 15.00 

170 GLY O -0.03 18.14 80.54 15.00 

171 ILE N -2.04 17.15 80.81 15.00 
171 ILE CA -1.78 15.98 79.97 15.00 
171 ILE C -2.96 15.87 79.00 15.00 
171 ILE O -3.95 16.60 79.14 15.00 
171 ILE CB -1.62 14.73 80.86 15.00 
171 ILE CGI -1.47 13.46 80.02 15.00 
171 ILE CG2 -2.76 14.65 81.87 15.00 

171 ILE CD1 -1.03 12.22 80.81 15.00 

172 GLN N -2.86 15.03 77.96 15.00 
172 GLN CA -3.97 14.90 77.01 15.00 
172 GLN C -4.16 13.50 76.45 15.00 
172 GLN O -5.04 12.76 76.88 15.00 
172 GLN CB -3.79 15.89 75.87 15.00 
172 GLN CG -4.95 15.94 74.92 15.00 
172 GLN CD -4.83 17.08 73.95 15.00 
172 GLN OE1 -3.81 17.24 73.28 15.00 

172 GLN NE2 -5.86 17.91 73.88 15.00 

173 LYS N -3.39 13.15 75.44 15.00 
173 LYS CA -3.51 11.81 74.89 15.00 
173 LYS C -2.36 11.09 75.55 15.00 
173 LYS O -1.55 10.43 74.90 15.00 
173 LYS CB -3.36 11.82 73.36 15.00 
173 LYS CG -4.57 12.39 72.60 15.00 
173 LYS CD -5.81 11.53 72.82 15.00 
173 LYS CE -7.06 12.17 72.19 15.00 
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TABLE I 

173 LYS NZ -8.35 11.45 72.50 15.00 

174 GLY N -2.29 11.24 76.87 15.00 
174 GLY CA -1.20 10.64 77.60 15.00 
174 GLY C 0.03 11.49 77.36 15.00 

174 GLY 0 1.17 11.08 77.62 15.00 

175 ASN N -0.19 12.72 76.92 15.00 
175 ASN CA 0.93 13.59 76.64 15.00 
175 ASN C 1.02 14.78 77.57 15.00 
175 ASN 0 0.07 15.56 77.70 15.00 
175 ASN CB 0.88 14.04 75.18 15.00 
175 ASN CG 0.72 12.87 74.20 15.00 
175 ASN OD1 -0.28 12.77 73.49 15.00 

175 ASN ND2 1.71 11.97 74.19 15.00 

176 LYS N 2.15 14.88 78.27 15.00 
176 LYS CA 2.42 15.97 79.20 15.00 
176 LYS C 2.40 17.22 78.34 15.00 
176 LYS O 2.76 17.17 77.16 15.00 
176 LYS CB 3.83 15.84 79.78 15.00 
176 LYS CG 4.38 14.45 79.93 15.00 
176 LYS CD 4.27 13.97 81.36 15.00 
176 LYS CE 4.98 12.63 81.55 15.00 

176 LYS NZ 4.97 12.14 82.96 15.00 

177 HIS N 2.01 18.36 78.91 15.00 
177 HIS CA 1.99 19.58 78.13 15.00 
177 HIS C 1.88 20.86 78.95 15.00 
177 HIS O 1.47 20.84 80.12 15.00 
177 HIS CB 0.88 19.53 77.06 15.00 
177 HIS CG -0.52 19.66 77.59 15.00 
177 HIS ND1 -1.43 18.63 77.56 15.00 
177 HIS CD2 -1.16 20.71 78.16 15.00 
177 HIS CE1 -2.57 19.03 78.08 15.00 

177 HIS NE2 -2.44 20.29 78.45 15.00 

178 TOP N 2.25 21.96 78.31 15.00 
178 TOP CA 2.17 23.29 78.89 15.00 
178 TOP C 1.16 24.04 78.03 15.00 
178 TOP O 1.20 23.95 76.79 15.00 
178 TOP CB 3.52 23.99 78.78 15.00 
178 TOP CG 4.66 23.32 79.46 15.00 
178 TOP CD1 5.71 22.70 78.87 15.00 
178 TOP CD2 4.94 23.34 80.86 15.00 
178 TOP NE1 6.65 22.35 79.80 15.00 
178 TOP CE2 6.21 22.73 81.03 15.00 
178 TOP CE3 4.26 23.83 81.99 15.00 
178 TOP CZ2 6.80 22.60 82.29 15.00 
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TABLE I 

178 TRP CZ3 4.85 23.70 83.23 15.00 

178 TRP CH2 6.12 23.09 83.38 15.00 

179 ILE N 0.22 24.75 78.66 15.00 
179 ILE CA -0.79 25.51 77.92 15.00 
179 ILE C -0.20 26.89 77.64 15.00 
179 ILE 0 -0.07 27.71 78.54 15.00 
179 ILE CB -2.08 25.66 78.74 15.00 
179 ILE CGI -2.67 24.27 79.03 15.00 
179 ILE CG2 -3.07 26.56 78.02 15.00 

179 ILE CD1 -3.80 24.25 80.04 15.00 

180 ILE N 0.21 27.09 76.39 15.00 
180 ILE CA 0.83 28.33 75.96 15.00 
180 ILE C -0.17 29.28 75.34 15.00 
180 ILE O -1.09 28.85 74.65 15.00 
180 ILE CB 1.99 28.05 74.99 15.00 
180 ILE CGI 3.32 28.14 75.72 15.00 
180 ILE CG2 1.97 28.97 73.83 15.00 

180 ILE CD1 3.53 27.06 76.73 15.00 

181 LYS N 0.00 30.57 75.64 15.00 
181 LYS CA -0.85 31.66 75.14 15.00 
181 LYS C -0.01 32.55 74.22 15.00 
181 LYS 0 0.91 33.23 74.68 15.00 
181 LYS CB -1.38 32.51 76.30 15.00 
181 LYS CG -2.27 33.66 75.84 15.00 
181 LYS CD -2.51 34.72 76.91 15.00 
181 LYS CE -3.38 35.84 76.37 15.00 

181 LYS NZ -3.58 36.94 77.35 15.00 

182 ASN N -0.32 32.56 72.93 15.00 
182 ASN CA 0.44 33.36 71.97 15.00 
182 ASN C -0.18 34.74 71.73 15.00 
182 ASN O -1.29 35.00 72.17 15.00 
182 ASN CB 0.55 32.59 70.66 15.00 
182 ASN CG 1.83 32.87 69.93 15.00 
182 ASN OD1 2.41 33.95 70.05 15.00 

182 ASN ND2 2.31 31.89 69.17 15.00 

183 SER N 0.55 35.64 71.08 15.00 
183 SER CA 0.03 36.98 70.82 15.00 
183 SER C -0.32 37.19 69.34 15.00 
183 SER 0 -0.25 38.31 68.82 15.00 
183 SER CB 1.03 38.04 71.25 15.00 

183 SER OG 2.31 37.80 70.69 15.00 

184 TRP N -0.74 36.12 68.68 15.00 
184 TRP CA -1.05 36.18 67.26 15.00 
184 TRP C -2.53 36.23 66.88 15.00 
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184 TRP 0 


-2.87 


184 TRP CB 


-0.36 


184 TRP CG 


1.12 


184 TRP CD1 


1.85 


184 TRP CD2 


2.05 


184 TRP NE1 


3.18 


184 TRP CE2 


3.34 


184 TRP CE3 


1.94 


184 TRP CZ2 


4.51 


184 TRP CZ3 


3.10 


184 TRP CH2 


4.37 


185 GLY N 


-3.40 


185 GLY CA 


-4.82 


185 GLY C 


-5.46 


185 GLY 0 


-4.75 


186 GLU N 


-6.78 


186 GLU CA 


-7.54 


186 GLU C 


-7.53 


186 GLU O 


-7.65 


186 GLU CB 


-8.98 


186 GLU CG 


-9.10 


186 GLU CD 


-10.45 


186 GLU OE1 


-10.66 


186 GLU OE2 


-11.29 


187 ASN N 


-7.43 


187 ASN CA 


-7.43 


187 ASN C 


-6.14 


187 ASN 0 


-6.07 


187 ASN CB 


-7.64 


187 ASN CG 


-8.60 


187 ASN OD1 


-8.17 


187 ASN ND2 


-9.90 


188 TRP N 


-5.12 


188 TRP CA 


-3.87 


188 TRP C 


-4.06 


188 TRP 0 


-4.78 


188 TRP CB 


-2.71 


188 TRP CG 


-1.45 


188 TRP CD1 


-0.68 


188 TRP CD2 


-0.89 


188 TRP NE1 


0.30 


188 TRP CE2 


0.20 


188 TRP CE3 


-1.21 


188 TRP CZ2 


0.97 



TABLE I 

36.09 65.71 15.00 

35.01 66.55 15.00 

35.12 66.54 15.00 

36.23 66.82 15.00 

34.09 66.23 15.00 

35.97 66.69 15.00 

34.66 66.33 15.00 

32.75 65.87 15.00 

33.92 66.09 15.00 

32.01 65.63 15.00 

32.60 65.74 15.00 

36.48 67.85 15.00 

36.54 67.56 15.00 

35.18 67.75 15.00 

34.16 67.80 15.00 

35.15 67.86 15.00 

33.91 68.07 15.00 

32.99 66.85 15.00 

31.78 67.00 15.00 

34.24 68.44 15.00 

35.32 69.49 15.00 

36.03 69.45 15.00 

36.84 68.51 15.00 

35.77 70.34 15.00 

33.58 65.66 15.00 

32.78 64.42 15.00 
31.97 64.30 15.00 
31.05 63.49 15.00 
33.68 63.19 15.00 

33.05 62.14 15.00 
32.52 61.10 15.00 
33.18 62.38 15.00 
32.31 65.10 15.00 
31.57 65.07 15.00 
30.34 65.95 15.00 
30.41 66.95 15.00 
32.38 65.64 15.00 

31.59 65.56 15.00 
31.41 64.46 15.00 
30.74 66.58 15.00 
30.49 64.71 15.00 

30.06 66.00 15.00 
30.49 67.92 15.00 
29.14 66.71 15.00 
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188 TRP CZ3 


-0.44 


188 TRP CH2 


0.64 


189 GLY N 


-3.38 


189 GLY CA 


-3.46 


189 GLY C 


-4.84 


189 GLY 0 


-5.86 


190 ASN N 


-4.87 


190 ASN CA 


-6.10 


190 ASN C 


-6.74 


190 ASN 0 


-6.67 


190 ASN CB 


-5.76 


190 ASN CG 


-6.97 


190 ASN OD1 


-8.11 


190 ASN ND2 


-6.73 


191 LYS N 


-7.33 


191 LYS CA 


-7.97 


191 LYS C 


-7.01 


191 LYS 0 


-7.36 


191 LYS CB 


-9.20 


191 LYS CG 


-10.33 


191 LYS CD 


-11.50 


191 LYS CE 


-12.26 


191 LYS NZ 


-11.42 


192 GLY N 


-5.79 


192 GLY CA 


-4.80 


192 GLY C 


-3.88 


192 GLY 0 


-2.79 


193 TYR N 


-4.28 


193 TYR CA 


-3.43 


193 TYR C 


-2.80 


193 TYR 0 


-3.25 


193 TYR CB 


-4.21 


193 TYR CG 


-4.63 


193 TYR CD1 


-3.77 


193 TYR CD2 


-5.85 


193 TYR CE1 


-4.12 


193 TYR CE2 


-6.21 


193 TYR CZ 


-5.34 


193 TYR OH 


-5.68 


194 ILE N 


-1.73 


194 ILE CA 


-1.01 


194 ILE C 


-0.53 


194 ILE 0 


0.04 


194 ILE CB 


0.20 



TABLE I 

29.57 68.62 15.00 
28.92 68.02 15.00 

29.25 65.60 15.00 
28.02 66.36 15.00 
27.67 66.87 15.00 
27.96 66.24 15.00 
27.07 68.04 15.00 

26.65 68.68 15.00 

27.83 69.39 15.00 
27.92 70.61 15.00 

25.58 69.71 15.00 

24.84 70.19 15.00 

25.26 69.96 15.00 
23.72 70.87 15.00 
28.75 68.61 15.00 
29.96 69.14 15.00 
30.82 69.95 15.00 
31.36 71.00 15.00 
29.62 69.99 15.00 

28.92 69.26 15.00 

28.66 70.20 15.00 
27.39 69.82 15.00 

26.16 70.01 15.00 
30.96 69.45 15.00 
31.75 70.13 15.00 

30.93 70.99 15.00 

31.39 71.32 15.00 
29.72 71.35 15.00 
28.86 72.18 15.00 
27.69 71.45 15.00 

27.27 70.39 15.00 
28.31 73.39 15.00 
29.36 74.36 15.00 
29.78 75.37 15.00 
30.00 74.22 15.00 
30.82 76.22 15.00 
31.05 75.06 15.00 
31.45 76.06 15.00 
32.50 76.87 15.00 

27.17 72.05 15.00 
26.02 71.53 15.00 
25.21 72.71 15.00 
25.75 73.66 15.00 

26.40 70.62 15.00 
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TABLE I 

194 ILE CGI 1.05 25.15 70.32 15.00 

194 ILE CG2 1.04 27.49 71.24 15.00 

194 ILE CD1 2.33 25.42 69.60 15.00 

195 LEU N -0.86 23.92 72.69 15.00 
195 LEU CA -0.45 23.00 73.73 15.00 
195 LEU C 0.90 22.46 73.34 15.00 
195 LEU O 0.99 21.68 72.42 15.00 
195 LEU CB -1.43 21.83 73.83 15.00 
195 LEU CG -2.45 21.90 74.96 15.00 
195 LEU CD1 -3.38 23.07 74.76 15.00 

195 LEU CD2 -3.23 20.60 74.98 15.00 

196 MET N 1.95 22.94 74.01 15.00 
196 MET CA 3.31 22.50 73.75 15.00 
196 MET C 3.70 21.30 74.64 15.00 
196 MET 0 2.97 20.96 75.57 15.00 
196 MET CB 4.27 23.66 73.96 15.00 
196 MET CG 4.16 24.69 72.88 15.00 
196 MET SD 5.11 26.17 73.23 15.00 

196 MET CE 6.79 25.64 72.90 15.00 

197 ALA N 4.85 20.69 74.38 15.00 
197 ALA CA 5.27 19.52 75.15 15.00 
197 ALA C 5.99 19.75 76.49 15.00 
197 ALA 0 7.03 20.42 76.57 15.00 

197 ALA CB 6.07 18.58 74.28 15.00 

198 ARG N 5.43 19.14 77.54 15.00 
198 ARG CA 5.99 19.22 78.88 15.00 
198 ARG C 6.80 17.96 79.20 15.00 
198 ARG O 6.41 16.84 78.86 15.00 
198 ARG CB 4.89 19.44 79.92 15.00 
198 ARG CG 5.35 19.32 81.39 15.00 
198 ARG CD 4.48 20.12 82.35 15.00 
198 ARG NE 3.08 19.72 82.36 15.00 
198 ARG CZ 2.62 18.64 82.99 15.00 
198 ARG NH1 3.46 17.86 83.66 15.00 

198 ARG NH2 1.33 18.34 82.95 15.00 

199 ASN N 7.96 18.18 79.83 15.00 
199 ASN CA 8.87 17.11 80.24 15.00 
199 ASN C 9.57 16.30 79.13 15.00 
199 ASN O 10.36 15.40 79.43 15.00 
199 ASN CB 8.21 16.18 81.28 15.00 
199 ASN CG 8.15 16.81 82.68 15.00 
199 ASN OD1 7.06 17.06 83.21 15.00 

199 ASN ND2 9.31 17.07 83.27 15.00 

200 LYS N 9.31 16.63 77.88 15.00 
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TABLE I 

200 LYS CA 9.97 15.94 76.77 15.00 

200 LYS C 11.29 16.67 76.54 15.00 

200 LYS O 11.54 17.17 75.45 15.00 

200 LYS CB 9.11 15.96 75.49 15.00 

200 LYS CG 8.09 14.81 75.36 15.00 

200 LYS CD 8.32 14.01 74.06 15.00 

200 LYS CE 7.22 12.96 73.78 15.00 

200 LYS N2 5.87 13.49 73.41 15.00 

201 ASN N 12.13 16.71 77.57 15.00 
201 ASN CA 13.42 17.39 77.56 15.00 
201 ASN C 13.27 18.81 77.00 15.00 
201 ASN 0 13.24 18.99 75.80 15.00 
201 ASN CB 14.47 16.61 76.74 15.00 
201 ASN CG 15.92 17.21 76.86 15.00 
201 ASN OD1 16.88 16.46 77.06 15.00 

201 ASN ND2 16.06 18.52 76.67 15.00 

202 ASN N 13.15 19.80 77.89 15.00 
202 ASN CA 13.04 21.22 77.54 15.00 
202 ASN C 12.73 21.51 76.05 15.00 
202 ASN 0 13.56 22.10 75.34 15.00 
202 ASN CB 14.35 21.92 77.95 15.00 
202 ASN CG 14.13 23.30 78.56 15.00 
202 ASN OD1 13.04 23.64 79.00 15.00 

202 ASN ND2 15.18 24.09 78.60 15.00 

203 ALA N 11.55 21.12 75.59 15.00 
203 ALA H 11.67 20.72 76.05 15.00 
203 ALA .CA 11.15 21.27 74.19 15.00 
203 ALA CB 10.97 20.66 73.61 15.00 
203 ALA C 11.04 22.76 73.85 15.00 

203 ALA 0 10.23 23.49 74.41 15.00 

204 CYS N 11.83 23.20 72.87 15.00 
204 CYS CA 11.81 24.59 72.40 15.00 
204 CYS C 12.38 25.57 73.42 15.00 
204 CYS 0 12.06 26.76 73.36 15.00 
204 CYS CB 10.39 25.02 72.00 15.00 

204 CYS SG 9.66 24.16 70.56 15.00 

205 GLY N 13.21 25.07 74.33 15.00 
205 GLY CA 13.84 25.89 75.36 15.00 
205 GLY C 12.87 26.70 76.20 15.00 

205 GLY O 13.17 27.80 76.64 15.00 

206 ILE N 11.72 26.10 76.48 15.00 
206 ILE CA 10.67 26.74 77.23 15.00 
206 ILE C 11.05 27.11 78.67 15.00 
206 ILE O 10.90 28.27 79.08 15.00 
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206 ILE CB 
206 ILE CGI 
206 ILE C62 

206 ILE CD1 

207 ALA N 
207 ALA CA 
207 ALA C 
207 ALA O 

207 ALA CB 

208 ASN N 
208 ASN CA 
208 ASN C 
208 ASN O 
208 ASN CB 
208 ASN CG 
208 ASN OD1 

208 ASN ND2 

209 LEU N 
209 LEU CA 
209 LEU C 
209 LEU O 
209 LEU CB 
209 LEU CG 
209 LEU CD1 

209 LEU CD2 

210 ALA N 
210 ALA H 
210 ALA CA 
210 ALA CB 
210 ALA C 

210 ALA O 

211 SER N 
211 SER CA 
211 SER C 
211 SER O 
211 SER CB 

211 SER OG 

212 PHE N 
212 PHE CA 
212 PHE C 
212 PHE O 
212 PHE CB 
212 PHE CG 
212 PHE CD1 



9.41 
8.20 
9.69 
6.88 
11.62 
12.03 
13.38 
13.98 
12.05 
13.84 
15.12 
15.08 
16.13 
15.84 
16.81 
16.50 
17.99 
13.91 
13.84 
12.65 
12.23 
13.89 
14.33 
15.60 
14.56 
12.15 
12.50 
10.99 
10.41 
11.33 
12.46 
10.26 
10.37 
8.96 
8.09 
11.22 
10.50 
8.72 
7.42 
7.64 
8.68 
6.57 
7.23 
7.39 



25.86 

26.58 

24.53 

25.88 

26.17 

26.40 

27.11 

27.10 

25.09 

27.74 

28.43 

29.92 

30.53 

28.22 

27.09 

26.04 

27.30 

30.54 

31.98 

32.45 

33.63 

32.69 

34.16 

34.32 

34.61 

31.57 

30.94 

31.87 

31.04 

33.00 

33.21 

33.74 

34.83 

35.33 

35.24 

35.98 

36.76 

35.78 

36.30 

37.49 

37.61 

35.23 

34.60 

35.31 



77.17 

77.77 

77.81 

77.49 

79.41 

80.79 

80.93 

82.01 

81.54 

79.86 

79.86 

80.08 

80.28 

78.54 

78.60 

79.14 

78.04 

79.98 

80.18 

81.02 

80.94 

78.83 

78.81 

79.63 

77.37 

81.87 

81.70 

82.71 

83.16 

83.69 

84.13 

84.06 

85.02 

85.31 

84.45 

84.46 

83.53 

86.53 

86.88 

87.78 

88.42 

87.56 

88.75 

89.94 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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212 


PHE 


CD2 


7.68 


33.28 


88.69 


15.00 


212 


PHE 


CE1 


7.99 


34.73 


91.05 


15.00 


212 


PHE 


CE2 


8.28 


32.68 


89.78 


15.00 


212 


PHE 


CZ 


8.44 


33.41 


90.97 


15.00 


213 


PRO 


N 


6.69 


38.43 


87.80 


15.00 


213 


PRO 


CA 


6.84 


39.62 


88.65 


15.00 


213 


PRO 


C 


6.38 


39.34 


90.09 


15.00 


213 


PRO 


0 


5.56 


38.44 


90.33 


15.00 


213 


PRO 


CB 


5.93 


40.62 


87.97 


15.00 


213 


PRO 


CG 


4.79 


39.75 


87.52 


15.00 


213 


PRO 


CD 


5.47 


38.52 


86.97 


15.00 


214 


LYS 


N 


6.96 


40.05 


91.04 


15.00 


214 


LYS 


CA 


6.57 


39.89 


92.42 


15.00 


214 


LYS 


C 


5.65 


41.06 


92.68 


15.00 


214 


LYS 


0 


6.12 


42.17 


92.91 


15.00 


214 


LYS 


CB 


7.78 


39.94 


93.36 


15.00 


214 


LYS 


CG 


8.68 


38.72 


93.27 


15.00 


214 


LYS 


CD 


9.78 


38.70 


94.34 


15.00 


214 


LYS 


CE 


10.67 


39.94 


94.26 


15.00 


214 


LYS 


NZ 


11.94 


39.80 


95.03 


15.00 


215 


MET 


N 


4.36 


40.85 


92.51 


15.00 


215 


MET 


CA 


3.39 


41.91 


92.77 


15.00 


215 


MET 


C 


2.86 


41.71 


94.19 


15.00 


215 


MET 


CB 


2.25 


41.86 


91.76 


15.00 


215 


MET 


CG 


1.06 


42.74 


92.12 


15.00 


215 


MET 


SD 


-0.32 


42.54 


90.98 


15.00 


215 


MET 


CE 


0.28 


43.53 


89.53 


15.00 
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Table of the orthogonal three dimensional coordinates in 

Angstroms and B factors (A2) for the cathepsin K 
complex with inhibitor 3(S)-3-[(N- 
benzyloxycarbonyl ) -L- leucinyl ] amino- 5 -methyl - 1 - ( 1 - 
propoxy) -2-hexanone. 

Residue Atom x y z b 

1 ALA CB -54.11 -32.66 67.34 15.00 

1 ALA C -54.02 -32.71 64.82 15.00 

1 ALA 0 -53.62 -33.85 64.58 15.00 

1 ALA N -56.02 -33.44 65.99 15.00 

1 ALA CA -54.90 -32.46 66.05 15.00 

2 PRO N -53.80 -31.67 63.99 15.00 
2 PRO CD -54.47 -30.37 64.11 15.00 
2 PRO CA -52.98 -31.72 62.76 15.00 
2 PRO CB -53.14 -30.31 62.20 15.00 
2 PRO CG -54.52 -29.90 62.67 15.00 
2 PRO C -51.51 -32.06 62.95 15.00 

2 PRO O -50.99 -32.06 64.08 15.00 

3 ASP N -50.81 -32.33 61.85 15.00 
3 ASP CA -49.39 -32.67 61.91 15.00 
3 ASP CB -49.04 -33.71 60.85 15.00 
3 ASP CG -49.27 -35.14 61.32 15.00 
3 ASP OD1 -48.47 -35.61 62.17 15.00 
3 ASP OD2 -50.24 -35.79 60.85 15.00 
3 ASP C -48.52 -31.44 61.73 15.00 

3 ASP O -47.93 -31.24 60.68 15.00 

4 SER N -48.41 -30.64 62.79 15.00 
4 SER CA -47.62 -29.41 62.75 15.00 
4 SER CB -48.55 -28.25 62.37 15.00 
4 SER OG -47.82 -27.08 62.01 15.00 
4 SER C -47.01 -29.13 64.12 15.00 

4 SER O -47.59 -29.49 65.15 15.00 

5 VAL N -45.83 -28.51 64.15 15.00 
5 VAL CA -45.19 -28.15 65.41 15.00 
5 VAL CB -44.36 -29.31 66.03 15.00 
5 VAL CGI -43.06 -29.53 65.29 15.00 
5 VAL CG2 -44.08 -29.04 67.50 15.00 
5 VAL C -44.34 -26.88 65.24 15.00 

5 VAL O -43.64 -26.69 64.25 15.00 

6 ASP N -44.48 -25.96 66.20 15.00 
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6 ASP CA -43.78 -24.69 66.19 15.00 

6 ASP CB -44.75 -23.59 65.74 15.00 

6 ASP CG -44.11 -22.19 65.67 15.00 

6 ASP OD1 -42.99 -21.99 66.18 15.00 

6 ASP OD2 -44.75 -21.27 65.13 15.00 

6 ASP C -43.37 -24.47 67.64 15.00 

6 ASP 0 -44.19 -24.09 68.48 15.00 

7 TYR N -42.10 -24.68 67.95 15.00 
7 TYR CA -41.65 -24.50 69.33 15.00 
7 TYR CB -40.30 -25.18 69.53 15.00 
7 TYR CG -40.41 -26.69 69.53 15.00 
7 TYR CD1 -40.91 -27.37 70.64 15.00 
7 TYR CE1 -41.02-28.74 70.65 15.00 
7 TYR CD2 -40.02 -27.43 68.42 15.00 
7 TYR CE2 -40.13 -28.80 68.42 15.00 
7 TYR CZ -40.63 -29.45 69.53 15.00 
7 TYR OH -40.70 -30.82 69.53 15.00 
7 TYR C -41.62 -23.07 69.82 15.00 

7 TYR O -41.41 -22.81 71.00 15.00 

8 ARG N -41.83 -22.12 68.92 15.00 
8 ARG CA -41.84 -20.72 69.31 15.00 
8 ARG CB -42.00 -19.80 68.09 15.00 
8 ARG CG -40.82 -19.80 67.14 15.00 
8 ARG CD -41.13 -18.98 65.91 15.00 
8 ARG NE -42.05 -19.66 65.00 15.00 
8 ARG CZ -42.68 -19.07 64.00 15.00 
8 ARG NH1 -42.49 -17.78 63.77 15.00 
8 ARG NH2 -43.50 -19.77 63.22 15.00 
8 ARG C -43.00 -20.51 70.28 15.00 

8 ARG O -42.87 -19.79 71.28 15.00 

9 LYS N -44.10 -21.19 70.00 15.00 
9 LYS CA -45.30 -21.10 70.82 15.00 
9 LYS CB -46.49 -21.67 70.05 15.00 
9 LYS CG -46.76 -21.07 68.69 15.00 
9 LYS CD -48.04 -21.67 68.14 15.00 
9 LYS CE -48.28 -21.36 66.69 15.00 
9 LYS NZ -49.49 -22.07 66.19 15.00 
9 LYS C -45.20 -21.83 72.16 15.00 
9 LYS O -46.13 -21.78 72.97 15.00 

10 LYS N -44.10 -22.53 72.40 15.00 

10 LYS CA -43.92 -23.27 73.64 15.00 

10 LYS CB -43.47 -24.71 73.36 15.00 

10 LYS CG -43.75 -25.23 71.96 15.00 
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10 LYS CD 
10 LYS CE 
10 LYS NZ 
10 LYS C 

10 LYS O 

11 GLY N 
11 GLY CA 
11 GLY C 

11 GLY 0 

12 TYR N 
12 TYR CA 
12 TYR CB 
12 TYR CG 
12 TYR CD1 
12 TYR CE1 
12 TYR CD2 
12 TYR CE2 
12 TYR CZ 
12 TYR OH 
12 TYR C 

12 TYR O 

13 VAL N 
13 VAL CA 
13 VAL CB 
13 VAL CGI 

♦ 13 VAL CG2 
13 VAL C 

13 VAL O 

14 THR N 
14 THR CA 
14 THR CB 
14 THR OG1 
14 THR CG2 
14 THR C 

14 THR O 

15 PRO N 
15 PRO CD 
15 PRO CA 
15 PRO CB 
15 PRO CG 
15 PRO C 

15 PRO 0 

16 VAL N 



-45.22 

-45.52 

-45.21 

-42.88 

-42.67 

-42.16 

-41.15 

-39.79 

-38.90 

-39.60 

-38.34 

-38.56 

-39.12 

-40.27 

-40.82 

-38.53 

-39.08 

-40.23 

-40.79 

-37.31 

-36.14 

-37.70 

-36.72 

-36.97 

-37.21 

-38.14 

-36.63 

-37.62 

-35.41 

-35.16 

-33.75 

-32.79 

-33.63 

-35.32 

-35.57 

-35.24 

-35.20 

-35.37 

-35.25 

-35.83 

-34.26 

-33.13 

-34.59 



TABLE 

-25.49 

-26.97 

-27.50 

-22.63 

-23 .06 

-21.63 

-20.98 

-21.63 

-21.42 

-22.38 

-23.07 

-24.39 

-25.53 

-25.37 

-26.43 

-26.79 

-27.86 

-27.67 

-28.71 

-22.26 

-22.61 

-21.18 

-20.42 

-20.48 

-21.91 

-19.62 

-18.98 

-18.38 

-18.45 

-17.08 

-16.96 

-17.40 

-17.80 

-16.08 

-16.48 

-14.77 

-14.14 

-13.75 

-12.44 

-12.79 

-13.87 

-14.23 

-13.55 



71.73 

71.83 

73.19 

74.54 

75.67 

74.03 

74.83 

74.68 

75.50 

73.60 

73.36 

72.61 

73.43 

74.19 

74.89 

73.39 

74.09 

74.84 

75.55 

72.60 

72.57 

71.93 

71.18 

69.67 

69.23 

69.30 

71.64 

72.02 

71.65 

72.07 

72.66 

71.71 

73.91 

70.91 

69.77 

71.20 

72.53 

70.15 

70.93 

72.26 

69.11 

69.44 

67.85 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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16 VAL CA -33.64 -13.61 66.75 15.00 

16 VAL CB -34.33 -13.31 65.40 15.00 

16 VAL CGI -33.34 -13.41 64.25 15.00 

16 VAL CG2 -35.47 -14.26 65.19 15.00 

16 VAL C -32.48 -12.65 66.96 15.00 

16 VAL O -32.69 -11.49 67.32 15.00 

17 LYS N -31.28 -13.13 66.71 15.00 
17 LYS CA -30.07 -12.35 66.86 15.00 
17 LYS CB -29.12 -13.04 67.84 15.00 
17 LYS CG -29.68 -13.07 69.24 15.00 
17 LYS CD -28.91 -14.03 70.13 15.00 
17 LYS CE -29.54 -14.07 71.53 15.00 
17 LYS NZ -31.02 -14.22 71.43 15.00 
17 LYS C -29.39 -12.14 65.52 15.00 

17 LYS 0 -29.72 -12.79 64.54 15.00 

18 ASN N -28.42 -11.23 65.50 15.00 
18 ASN CA -27.68 -10.87 64.29 15.00 
18 ASN CB -27.77 -9.36 64.10 15.00 
18 ASN CG -27.26 -8.90 62.75 15.00 
18 ASN OD1 -26.16 -9.25 62.32 15.00 
18 ASN ND2 -28.07 -8.10 62.08 15.00 
18 ASN C -26.23 -11.28 64.45 15.00 

18 ASN O -25.55 -10.79 65.35 15.00 

19 GLN N -25.72 -12.16 63.60 15.00 
19 GLN CA -24.33 -12.56 63.73 15.00 
19 GLN CB -24.00 -13.81 62.90 15.00 
19 GLN CG -24.44 -13.80 61.45 15.00 
19 GLN CD -24.06 -15.09 60.72 15.00 
19 GLN OE1 -24.91 -15.79 60.16 15.00 
19 GLN NE2 -22.77 -15.41 60.71 15.00 
19 GLN C -23.40 -11.40 63.39 15.00 

19 GLN O -22.27 -11.33 63.88 15.00 

20 GLY N -23.91 -10.46 62.60 15.00 
20 GLY CA -23.14 -9.30 62.21 15.00 
20 GLY C -22.11 -9.67 61.16 15.00 

20 GLY O -22.39 -10.50 60.28 15.00 

21 GLN N -20.93 -9.08 61.26 15.00 
21 GLN CA -19.85 -9.33 60.32 15.00 
21 GLN CB -19.08 -8.03 60.01 15.00 
21 GLN CG -19.94 -6.78 59.84 15.00 
21 GLN CD -20.87 -6.85 58.64 15.00 
21 GLN OE1 -20.43 -6.78 57.49 15.00 
21 GLN NE2 -22.17 -6.95 58.90 15.00 
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21 GLN C -18.91 -10.35 60.98 15.00 

21 GLN O -17.86 -10.01 61.52 15.00 

22 CYS N -19.31 -11.61 60.97 15.00 
22 CYS CA -18.53 -12.68 61.58 15.00 
22 CYS C -19.27 -13.95 61.19 15.00 
22 CYS O -20.48 -14.03 61.36 15.00 
22 CYS CB -18.50 -12.50 63.11 15.00 

22 CYS SG -17.85 -13.86 64.14 15.00 

23 GLY N -18.56 -14.88 60.56 15.00 
23 GLY CA -19.19 -16.12 60.13 15.00 
23 GLY C -19.43 -17.05 61.30 15.00 

23 GLY O -18.94 -18.17 61.31 15.00 

24 SER N -20.24 -16.60 62.25 15.00 
24 SER CA -20.56 -17.36 63.44 15.00 
24 SER CB -20.46 -16.45 64.66 15.00 
24 SER OG -21.23 -15.30 64.42 15.00 
24 SER C -21.95 -17.97 63.37 15.00 

24 SER O -22.54 -18.31 64.40 15.00 

25 CYS N -22.49 -18.14 62.17 15.00 
25 CYS CA -23.81 -18.74 62.02 15.00 
25 CYS CB -24.21 -18.82 60.54 15.00 
25 CYS SG -23.17 -19.85 59.47 15.00 
25 CYS C -23.88 -20.12 62.68 15.00 
25 CYS O -24.96 -20.59 63.04 15.00 
25 INH CI -26.94 -9.70 58.69 15.00 
25 INH C2 -26.28 -10.48 59.65 15.00 
25 INH C3 -25.12 -11.19 59.30 15.00 
25 INH C4 -24.61 -11.12 58.00 15.00 
25 INH C5 -25.28 -10.33 57.05 15.00 
25 INH C6 -26.44 -9.62 57.39 - 15.00 
25 INH C7 -23.37 -11.90 57.62 15.00 
25 INH 08 -23.43 -13.32 57.82 15.00 
25 INH C9 -22.85 -14.36 57.02 15.00 
25 INH O10 -21.63 -14.58 56.99 15.00 
25 INH Cll -23.27 -16.14 55.41 15.00 
25 INH C12 -22.06 -15.67 54.58 15.00 
25 INH C13 -22.16 -15.18 53.14 15.00 
25 INH C14 -20.77 -15.22 52.56 15.00 
25 INH C15 -23.13 -16.04 52.32 15.00 
25 INH C16 -22.95 -17.51 56.01 15.00 
25 INH 017 -23.60 -18.50 55.66 15.00 
25 INH N18 -21.92 -17.60 56.86 15.00 
25 INH C19 -21.48 -18.89 57.42 15.00 
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25 INH C20 -20.01 -19.11 57.02 15.00 

25 INH C21 -19.59 -19.34 55.56 15.00 

25 INH C22 -19.45 -20.84 55.30 15.00 

25 INH C23 -18.25 -18.64 55.30 15.00 

25 INH N24 -23.71 -15.07 56.30 15.00 

25 INH C25 -21.62 -19.06 58.94 15.00 

25 INH 026 -21.55 -17.95 59.50 15.00 

25 INH C27 -20.53 -20.00 59.45 15.00 

25 INH 028 -20.36 -21.26 58.72 15.00 

25 INH C29 -19.70 -22.40 59.29 15.00 

25 INH C30 -19.53 -23.60 58.35 15.00 

25 INH C31 -20.80 -24.42 58.08 15.00 

26 TRP N -22.73 -20.75 62.90 15.00 
26 TRP CA -22.65 -22.06 63.54 15.00 
26 TRP CB -21.30 -22.75 63.25 15.00 
26 TRP CG -20.09 -22.04 63.79 15.00 
26 TRP CD2 -19.48 -22.23 65.08 15.00 
26 TRP CE2 -18.36 -21.38 65.14 15.00 
26 TRP CE3 -19.77 -23.04 66.19 15.00 
26 TRP CD1 -19.33 -21.11 63.15 15.00 
26 TRP NE1 -18.29 -20.70 63.95 15.00 
26 TRP CZ2 -17.53 -21.31 66.27 15.00 
26 TRP CZ3 -18.94 -22.97 67.31 15.00 
26 TRP CH2 -17.83 -22.11 67.33 15.00 
26 TRP C -22.89 -22.02 65.06 15.00 

26 TRP O -23.59 -22.87 65.61 15.00 

27 ALA N -22.34 -21.01 65.75 15.00 
27 ALA CA -22.49 -20.86 67.19 15.00 
27 ALA CB -21.58 -19.78 67.71 15.00 
27 ALA C -23.93 -20.53 67.54 15.00 

27 ALA O -24.46 -20.98 68.55 15.00 

28 PHE N -24.55 -19.71 66.70 15.00 
28 PHE CA -25.93 -19.33 66.91 15.00 
28 PHE CB -26.33 -18.21 65.94 15.00 
28 PHE CG -25.73 -16.88 66.28 15.00 
28 PHE CD1 -24.51 -16.49 65.73 15.00 
28 PHE CD2 -26.34 -16.04 67.19 15.00 
28 PHE CE1 -23.92 -15.30 66.11 15.00 
28 PHE CE2 -25.75 -14.85 67.57 15.00 
28 PHE CZ -24.54 -14.48 67.02 15.00 
28 PHE C -26.82 -20.55 66.75 15.00 

28 PHE 0 -27.75 -20.75 67.51 15.00 

29 SER N -26.49 -21.39 65.78 15.00 
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TABLE H 

35 GLU O -33.67 -24.00 75.19 15.00 

36 GLY N -33.09 -24.86 73.21 15.00 
36 GLY CA -34.33 -25.59 73.09 15.00 
36 GLY C -34.37 -26.71 74.11 15.00 

36 GLY O -35.37 -26.91 74.80 15.00 

37 GLN N -33.26 -27.43 74.25 15.00 
37 GLN CA -33.18 -28.52 75.20 15.00 
37 GLN CB -31.92 -29.34 74.98 15.00 
37 GLN CG -31.94 -30.12 73.69 15.00 
37 GLN CD -33.17 -31.00 73.57 15.00 
37 GLN OE1 -33.42 -31.85 74.43 15.00 
37 GLN NE2 -33.95 -30.79 72.53 15.00 
37 GLN C -33.24 -28.01 76.63 15.00 

37 GLN O -33.97 -28.56 77.47 15.00 

38 LEU N -32.52 -26.92 76.89 15.00 
38 LEU CA -32.51 -26.31 78.21 15.00 
38 LEU CB -31.79 -24.96 78.17 15.00 
38 LEU CG -31.83 -24.13 79.46 15.00 
38 LEU CD1 -31.00 -24.83 80.53 15.00 
38 LEU CD2 -31.30 -22.73 79.20 15.00 
38 LEU C -33.94 -26.11 78.69 15.00 

38 LEU O -34.30 -26.51 79.79 15.00 

39 LYS N -34.77 -25.51 77.85 15.00 
39 LYS CA -36.16 -25.26 78.20 15.00 
39 LYS CB -36.85 -24.43 77.11 15.00 
39 LYS CG -38.06 -23.64 77.59 15.00 
39 LYS CD -39.32 -24.48 77.65 15.00 
39 LYS CE -40.53 -23.66 78.07 15.00 
39 LYS NZ -40.50 -23.27 79.50 15.00 
39 LYS C -36.89 -26.59 78.36 15.00 

39 LYS O -37.71 -26.75 79.25 15.00 

40 LYS N -36.57 -27.57 77.53 15.00 
40 LYS CA -37.25 -28.86 77.63 15.00 
40 LYS CB -36.85 -29.79 76.48 15.00 
40 LYS CG -37.77 -31.00 76.39 15.00 
40 LYS CD -37.48 -31.90 75.22 15.00 
40 LYS CE -38.53 -32.99 75.17 15.00 
40 LYS NZ -38.45 -33.78 73.92 15.00 
40 LYS C -36.98 -29.55 78.95 15.00 

40 LYS O -37.90 -30.11 79.56 15.00 

41 LYS N -35.74 -29.45 79.42 15.00 
41 LYS CA -35.35 -30.09 80.66 15.00 
41 LYS CB -33.87 -30.48 80.61 15.00 
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41 LYS CG 
41 LYS CD 
41 LYS CE 
41 LYS NZ 
41 LYS C 

41 LYS 0 

42 TOR N 
42 TOR CA 
42 TOR CB 
42 TOR OG1 
42 TOR CG2 
42 TOR C 

42 TOR O 

43 GLY N 
43 GLY CA 
43 GLY C 

43 GLY 0 

44 LYS N 
44 LYS CA 
44 LYS CB 
44 LYS CG 
44 LYS CD 
44 LYS CE 
44 LYS NZ 
44 LYS C 

44 LYS O 

45 LEU N 
45 LEU CA 
45 LEU CB 
45 LEU CG 
45 LEU CD1 
45 LEU CD2 
45 LEU C 

45 LEU O 

46 LEU N 
46 LEU CA 
46 LEU CB 
46 LEU CG 
46 LEU CD1 
46 LEU CD2 
46 LEU C 

46 LEU 0 

47 ASN N 
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-35.67 
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-35.45 

-34.31 

-34.40 
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-34.92 
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TABLE II 

47 ASN CA -30.04 -16.97 76.20 15.00 

47 ASN CB -30.04 -15.48 75.85 15.00 

47 ASN CG -31.37 -15.02 75.33 15.00 

47 ASN OD1 -32.19 -14.49 76.08 15.00 

47 ASN ND2 -31.59 -15.20 74.05 15.00 

47 ASN C -28.62 -17.42 76.46 15.00 

47 ASN O -27.96 -16.92 77.37 15.00 

48 LEU N -28.15 -18.40 75.69 15.00 
48 LEU CA -26.80 -18.91 75.86 15.00 
48 LEU CB -26.74 -20.39 75.53 15.00 
48 LEU CG -27.64 -21.29 76.40 15.00 
48 LEU CD1 -27.37 -22.73 76.07 15.00 
48 LEU CD2 -27.39 -21.05 77.86 15.00 
48 LEU C -25.79 -18.10 75.06 15.00 

48 LEU 0 -26.16 -17.33 74.17 15.00 

49 SER N -24.51 -18.27 75.36 15.00 
49 SER CA -23. 4S -17.50 74.71 15.00 
49 SER CB -22.34 -17.20 75.73 15.00 
49 SER OG -21.21 -16.57 75.14 15.00 
49 SER C -22.81 -18.05 73.44 15.00 

49 SER 0 -22.00 -18.98 73.49 15.00 

50 PRO N -23.17 -17.49 72.28 15.00 
50 PRO CD -24.25 -16.53 71.99 15.00 
50 PRO CA -22.56 -17.98 71.04 15.00 
50 PRO CB -23.40 -17.29 69.95 15.00 
50 PRO CG -23.89 -16.05 70.62 15.00 
50 PRO C -21.10 -17.55 71.00 15.00 

50 PRO O -20.25 -18.21 70.41 15.00 

51 GLN N -20.79 -16.45 71.69 15.00 
51 GLN CA -19.43 -15.93 71.75 15.00 
51 GLN CB -19.40 -14.60 72.52 15.00 
51 GLN CG -18.07 -13.86 72.44 15.00 
51 GLN CD -17.86 -13.13 71.13 15.00 
51 GLN OE1 -18.70 -12.34 70.70 15.00 
51 GLN NE2 -16.72 -13.37 70.49 15.00 
51 GLN C -18.52 -16.94 72.44 15.00 

51 GLN O -17.43 -17.24 71.95 15.00 

52 ASN N -18.97 -17.50 73.56 15.00 
52 ASN CA -18.21 -18.49 74.31 15.00 
52 ASN CB -19.13 -19.10 75.38 15.00 
52 ASN CG -18.41 -20.00 76.37 15.00 
52 ASN OD1 -18.80 -20.05 77.53 15.00 
52 ASN ND2 -17.40 -20.73 75.93 15.00 
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52 ASK C -17.77 -19.57 73.34 15.00 

52 ASN O -16.66 -20.11 73.43 15.00 

53 LEU N -18.65 -19.89 72.39 15.00 
53 LEU CA -18.37 -20.90 71.39 15.00 
53 LEU CB -19.67 -21.37 70.73 15.00 
53 LEU CG -20.66 -22.13 71.63 15.00 
53 LEU CD1 -21.88 -22.54 70.82 15.00 
53 LEU CD2 -20.00 -23.35 72.23 15.00 
53 LEU C -17.40 -20.39 70.35 15.00 

53 LEU O -16.45 -21.09 69.98 15 00 

54 VAL N -17.59 -19.15 69.91 15.00 
54 VAL CA -16.73 -18.54 68.89 15.00 
54 VAL CB -17.24 -17.11 68.51 15.00 
54 VAL CGI -16.31 -16.45 67.49 15.00 
54 VAL CG2 -18.63 -17.19 67.92 15.00 
54 VAL C -15.27 -18.47 69.36 15.00 

54 VAL O -14.36 -18.89 68.64 15.00 

55 ASP N -15.06 -17.98 70.58 15.00 
55. ASP CA -13.73 -17.83 71.15 15.00 
55 ASP CB -13.78 -16.81 72.29 15.00 
55 ASP CG -14.32 -15.46 71.87 15.00 
55 ASP OD1 -14.20 -15.10 70.68 15.00 
55 ASP OD2 -14.86 -14.76 72.75 15.00 
55 ASP C -13.05 -19.09 71.70 15.00 

55 ASP O -11.81 -19.13 71.78 15.00 

56 CYS N -13.81 -20.12 72.07 15.00 
56 CYS CA -13.22 -21.32 72.67 15.00 
56 CYS C -13.29 -22.63 71.91 15.00 
56 CYS O -12.56 -23.59 72.23 15.00 
56 CYS CB -13.83 -21.53 74.05 15.00 

56 CYS SG -14.01 -20.02 75.04 15.00 

57 VAL N -14.19 -22.77 70.96 15.00 
57 VAL CA -14.26 -24.02 70.22 15.00 
57 VAL CB -15.60 -24.16 69.48 15.00 
57 VAL CGI -15.62 -25.44 68.67 15.00 
57 VAL CG2 -16.73 -24.15 70.48 15.00 
57 VAL C -13.09 -24.06 69.25 15.00 

57 VAL O -13.23 -23.80 68.06 15.00 

58 SER N -11.91 -24.40 69.77 15.00 
58 SER CA -10.67 -24.46 69.00 15.00 
58 SER CB -9.53 -24.83 69.93 15.00 
58 SER OG -10.02 -25.66 70.98 15.00 
58 SER C -10.66 -25.38 67.79 15.00 
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58 SER O -9.70 -25.38 67.02 15.00 

59 GLU N -11.70 -26.18 67.64 15.00 
59 GLU CA -11.82 -27.10 66.50 15.00 
59 GLU CB -12.70 -28.31 66.86 15.00 
59 GLU CG -12.16 -29.19 67.99 15.00 
59 GLU CD -12.31 -28.56 69.36 15.00 
59 GLU OE1 -13.46 -28.38 69.83 15.00 
59 GLU OE2 -11.28 -28.23 69.97 15.00 
59 GLU C -12.44 -26.34 65.33 15.00 

59 GLU O -12.44 -26.81 64.19 15.00 

60 ASN N -13.03 -25.19 65.61 15.00 
60 ASN CA -13.64 -24.37 64.58 15.00 
60 ASN CB -15.08 -23.98 64.97 15.00 
60 ASN CG -16.03 -25.16 64.95 15.00 
60 ASN OD1 -17.08 -25.12 65.58 15.00 
60 ASN ND2 -15.68 -26.20 64.22 15.00 
60 ASN C -12.79 -23.12 64.31 15.00 

60 ASN O -11.88 -22.80 65.06 15.00 

61 ASP N -13.13 -22.40 63.25 15.00 
61 ASP CA -12.38 -21.21 62.87 15.00 
61 ASP CB -12.30 -21.14 61.34 15.00 
61 ASP CG -10.95 -20.64 60.84 15.00 
61 ASP OD1 -10.04 -20.40 61.65 15.00 
61 ASP OD2 -10.80 -20.50 59.60 15.00 
61 ASP C -12.97 -19.91 63.44 15.00 

61 ASP O -12.70 -18.83 62.93 15.00 

62 GLY N -13.78 -19.99 64.49 15.00 
62 GLY CA -14.37 -18.79 65.05 15.00 
62 GLY C -15.25 -18.07 64.05 15.00 

62 GLY O -16.26 -18.59 63.58 15.00 

63 CYS N -14.89 -16.85 63.70 15:00 
63 CYS CA -15.67 -16.11 62.72 15.00 
63 CYS C -15.48 -16.70 61.33 15.00 
63 CYS O -16.15 -16.28 60.39 15.00 
63 CYS CB -15.30 -14.62 62.69 15.00 

63 CYS SG -15.85 -13.63 64.12 15.00 

64 GLY N -14.54 -17.62 61.19 15.00 
64 GLY CA -14.29 -18.25 59.90 15.00 
64 GLY C -15.24 -19.41 59.67 15.00 

64 GLY O -15.32 -19.97 58.57 15.00 

65 GLY N -15.97 -19.80 60.70 15.00 
65 GLY CA -16.91 -20.91 60.56 15.00 
65 GLY C -16.55 -22.16 61.33 15.00 
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TABLE II 

65 GLY O -15.46 -22.30 61.90 15.00 

66 GLY N -17.47 -23.10 61.38 15.00 
66 GLY CA -17.25 -24.34 62.07 15.00 
66 GLY C -18.51 -25.15 61.93 15.00 

66 GLY O -19.46 -24.72 61.29 15.00 

67 TYR N -18.50 -26.35 62.49 15.00 
67 TYR CA -19.66 -27.22 62.44 15.00 
67 TYR CB -19.25 -28.66 62.13 15.00 
67 TYR CG -18.41 -28.83 60.89 15.00 
67 TYR CD1 -19.00 -29.00 59.64 15.00 
67 TYR CE1 -18.22 -29.18 58.51 15.00 
67 TYR CD2 -17.03 -28.83 60.98 15.00 
67 TYR CE2 -16.25 -29.01 59.86 15.00 
67 TYR CZ -16.84 -29.18 58.63 15.00 
67 TYR OH -16.03 -29.34 57.52 15.00 
67 TYR C -20.27 -27.16 63.83 15.00 

67 TYR 0 -19.59 -26.85 64.80 15.00 

68 MET N -21.55 -27.48 63.93 15.00 
68 MET CA -22.24 -27.45 65.20 15.00 
68 MET CB -23.75 -27.51 65.00 15.00 
68 MET CG -24.34 -26.31 64.22 15.00 
68 MET SD -23.95 -26.25 62.46 15.00 
68 MET CE -25.40 -26.96 61.77 15.00 
68 MET C -21.76 -28.58 66.11 15.00 

68 MET O -21.49 -28.37 67.29 15.00 

69 THR N -21.57 -29.78 65.56 15.00 
69 THR CA -21.13 -30.94 66.33 15.00 
69 THR CB -20.92 -32.18 65.44 15.00 
69 THR OG1 -20.10 -31.83 64.31 15.00 
69 THR CG2 -22.26 -32.69 64.93 15.00 
69 THR C -19.85 -30.65 67.12 15.00 

69 THR O -19.69 -31.11 68.26 15.00 

70 ASN N -18.95 -29.84 66.55 15.00 
70 ASN CA -17.71 -29.46 67.22 15.00 
70 ASN CB -16.73 -28.81 66.24 15.00 
70 ASN CG -15.97 -29.81 65.39 15.00 
70 ASN OD1 -15.41 -29.45 64.37 15.00 
70 ASN ND2 -15.92 -31.06 65.83 15.00 
70 ASN C -17.96 -28.52 68.39 15.00 

70 ASN O -17.14 -28.42 69.30 15.00 

71 ALA N -19.06 -27.78 68.35 15.00 
71 ALA CA -19.42 -26.86 69.44 15.00 
71 ALA CB -20.32 -25.76 68.92 15.00 



WO 97/16177 PCT/US96/17512 

TABLE H 

71 ALA C -20.12 -27.66 70.53 15.00 

71 ALA 0 -19.94 -27.42 71.73 15.00 

72 PHE N -20.96 -28.60 70.13 15.00 
72 PHE CA -21.67 -29.44 71.08 15.00 
72 PHE CB -22.56 -30.44 70.34 15.00 
72 PHE CG -23.74 -29.82 69.63 15.00 
72 PHE CD1 -24.33 -28.66 70.11 15.00 
72 PHE CD2 -24.27 -30.43 68.50 15.00 
72 PHE CE1 -25.45 -28.12 69.48 15.00 
72 PHE CE2 -25.39 -29.90 67.87 15.00 
72 PHE CZ -25.98 -28.74 68.35 15.00 
72 PHE C -20.60 -30.19 71.89 15.00 

72 PHE O -20.60 -30.15 73.12 15.00 

73 GLN N -19.64 -30.81 71.21 15.00 
73 GLN CA -18.58 -31.56 71.87 15.00 
73 GLN CB -17.64 -32.18 70.82 15.00 
73 GLN CG -16.55 -33.13 71.36 15.00 
73 GLN CD -17.07 -34.54 71.69 15.00 
73 GLN OE1 -17.16 -34.93 72.87 15.00 
73 GLN NE2 -17.37 -35.32 70.65 15.00 
73 GLN C -17.81 -30.69 72.87 15.00 

73 GLN 0 -17.46 -31.13 73.96 15.00 

74 TYR N -17.55 -29.43 72.53 15.00 
74 TYR CA -16.82 -28.56 73.44 15.00 
74 TYR CB -16.43 -27.25 72.75 15.00 
74 TYR CG -16.11 -26.12 73.70 15.00 
74 TYR CD1 -14.83 -25.93 74.20 15.00 
74 TYR CE1 -14.54 -24.93 75.11 15.00 
74 TYR CD2 -17.11 -25.25 74.14 15.00 
74 TYR CE2 -16.84 -24.23 75.06 15.00 
74 TYR CZ -15.55 -24.08 75.53 15.00 
74 TYR OH -15.28 -23.08 76.45 15.00 
74 TYR C -17.62 -28.25 74.70 15.00 

74 TYR 0 -17.05 -28.00 75.76 15.00 

75 VAL N -18.94 -28.18 74.59 15.00 
75 VAL CA -19.77 -27.89 75.75 15.00 
75 VAL CB -21.21 -27.54 75.33 15.00 
75 VAL CGI -22.04 -27.14 76.54 15.00 
75 VAL CG2 -21.20 -26.39 74.33 15.00 
75 VAL C -19.74 -29.11 76.68 15.00 

75 VAL 0 -19.87 -28.99 77.90 15.00 

76 GLN N -19.50 -30.29 76.09 15.00 
76 GLN C A -19.43 -31.54 76.84 15.00 
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76 GLN CB 
76 GLN CG 
76 GLN CD 
76 GLN OE1 
76 GLN NE2 
76 GLN C 

76 GLN O 

77 LYS N 
77 LYS CA 
77 LYS CB 
77 LYS CG 
77 LYS CD 
77 LYS CE 
77 LYS NZ 
77 LYS C 

77 LYS O 

78 ASN N 
78 ASN CA 
78 ASN CB 
78 ASN CG 
78 ASN OD1 
78 ASN ND2 
78 ASN C 

78 ASN 0 

79 ARG N 
79 ARG CA 
79 ARG CB 
79 ARG CG 
79 ARG CD 
79 ARG NE 
79 ARG CZ 
79 ARG NH1 
79 ARG NH2 
79 ARG C 

79 ARG O 

80 GLY N 
80 GLY CA 
80 GLY C 

80 GLY O 

81 ILE N 
81 ILE CA 
81 ILE CB 
81 ILE CG2 



-19.51 

-19.44 

-19.41 

-20.45 

-18.23 

-18.15 

-18.20 

-17.00 

-15.72 

-14.60 

-14.72 

-13.52 

-13.77 

-14.25 

-15.29 

-14.36 

-15.94 

-15.62 

-15.75 

-15.54 

-14.43 

-16.60 

-16.60 

-16.47 

-17.60 

-18.63 

-18.06 

-17.45 

-17.13 

-18.34 

-18.91 

-18.36 

-20.05 

-19.36 

•19.57 

•19.75 

•20.48 

■20.34 

•19.34 

21.39 

21.46 

22.22 

23.65 



TABLE 

-32.72 

-34.10 

-35.21 

-35.67 

-35.64 

-31.64 

-31.71 

-31.64 

-31.75 

-32.13 

-31.53 

-31.92 

-31.61 

-30.21 

-30.55 

-30.63 

-29.41 

-28.22 

-26.98 

-25.69 

-25.40 

-24.91 

-28.14 

-27.32 

-29.01 

-29.08 

-29.64 

-31.04 

-31.71 

-32.20 

-33.37 

-34.20 

-33.70 

-27.77 

-27.33 

-27.14 

-25.89 

-24.84 

-24.78 

-24.02 

-22.91 

-23.28 

-23.63 



75.88 

76.53 

75.50 

75.05 

75.12 

77.66 

78.89 

77.00 

77.70 

76.73 

75.36 

74.50 

73.03 

72.83 

78.56 

79.36 

78.38 

79.15 

78.27 

79.03 

79.46 

79.16 

80.32 

81.22 

80.27 

81.29 

82.60 

82.42 

83.75 

84.40 

84.15 

83.26 

84.75 

81.50 

82.64 

80.39 

80.49 

79.40 

78.67 

79.30 

78.36 

77.05 

77.33 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE II 

81 ILE CGI -22.16 -22.09 76.08 15.00 

81 ILE CD1 -22.80 -22.35 74.75 15.00 

81 ILE C -22.15 -21.75 79.07 15.00 

81 ILE 0 -23.20 -21.93 79.71 15.00 

82 ASP N -21.51 -20.59 79.03 15.00 
82 ASP CA -22.01 -19.37 79.65 15.00 
82 ASP CB -20.99 -18.24 79.46 15.00 
82 ASP CG -19.78 -18.37 80.35 15.00 
82 ASP OD1 -18.71 -17.88 79.95 15.00 
82 ASP OD2 -19.91 -18.93 81.47 15.00 
82 ASP C -23.36 -18.86 79.13 15.00 

82 ASP O -23.86 -19.29 78.09 15.00 

83 SER N -23.91 -17.90 79.86 15.00 
83 SER CA -25.16 -17.25 79.50 15.00 
83 SER CB -25.99 -16.98 80.76 15.00 
83 SER OG -25.21 -16.38 81.78 15.00 
83 SER C -24.75 -15.93 78.85 15.00 

83 SER O -23.63 -15.45 79.05 15.00 

84 GLU N -25.64 -15.33 78.07 15.00 
84 GLU CA -25.32 -14.09 77.39 15.00 
84 GLU CB -26.48 -13.65 76.52 15.00 
84 GLU CG -26.16 -12.52 75.57 15.00 
84 GLU' CD -25.34 -12.95 74.38 15.00 
84 GLU OE1 -24.85 -14.10 74.35 15.00 
84 GLU OE2 -25.19 -12.13 73.45 15.00 
84 GLU C -24.88 -12.96 78.31 15.00 

84 GLU O -24.03 -12.14 77.94 15.00 

85 ASP N -25.44 -12.87 79.52 15.00 
85 ASP CA -25.03 -11.81 80.45 15.00 
85 ASP CB -25.92 -11.77 81.71 15.00 
85 ASP CG -25.48 -10.69 82.73 15.00 
85 ASP OD1 -24.60 -9.85 82.41 15.00 
85 ASP OD2 -26.00 -10.66 83.87 15.00 
85 ASP C -23.59 -12.02 80.86 15.00 

85 ASP O -22.83 -11.07 81.00 15.00 

86 ALA N -23.18 -13.27 81.05 15.00 
86 ALA CA -21.82 -13.56 81.47 15.00 
86 ALA CB -21.76 -14.91 82.14 15.00 
86 ALA C -20.78 -13.48 80.36 15.00 

86 ALA O -19.62 -13.15 80.59 15.00 

87 TYR N -21.18 -13.74 79.12 15.00 
87 TYR CA -20.23 -13.71 78.02 15.00 
87 TYR CB -19.79 -15.15 77.74 15.00 



TABLED 



87 


TYR CG 


87 


TYR CD1 


87 


TYR CE1 


87 


TYR CD2 


87 


TYR CE2 


87 


TYR CZ 


87 


TYR OH 


87 


TYR C 


87 


TYR 0 


88 


PRO N 


88 


PRO CD 


88 


PRO CA 


88 


PRO CB 


88 


PRO CG 


88 


PRO C 


88 


PRO O 


89 


TYR N 


89 


TYR CA 


89 


TYR CB 


89 


TYR CG 


89 


TYR CD1 


89 


TYR CE1 


89 


TYR CD2 


89 


TYR CE2 


89 


TYR CZ 


89 


TYR OH 


89 


TYR C 


89 


TYR O 


90 


VAL N 


90 


VAL CA 


90 


VAL CB 


90 


VAL CGI 


90 


VAL CG2 


90 


VAL C 


90 


VAL O 


91 


GLY N 


91 


GLY CA 


91 


GLY C 


91 


GLY O 


92 


GLN N 


92 


GLN CA 


92 


GLN CB 


92 


GLN CG 



-18.44 

-17.91 

-16.69 

-17.72 

-16.50 

-16.00 

-14.79 

-20.92 

-21.26 

-21.19 

-21.02 

-21.85 

-21.91 

-22.06 

-21.13 

-19.90 

-21.93 

-21.47 

-22.64 

-22.28 

-21.43 

-21.07 

-22.75 

-22.39 

-21.55 

-21.15 

-20.94 

-21.71 

-19.64 

-19.06 

-17.75 

-17.98 

-16.69 

-18.87 

-18.28 

-19.30 

-19.20 

-17.86 

-17.67 

-16.91 

-15.59 

-14.80 

-14.73 



-15.33 
-14.37 
-14.59 
-16.51 
-16.73 
-15.77 
-16.02 
-13.13 
-13.88 
-11.80 
-10.93 
-11.07 
-9.64 
-9.86 
-11.13 
-11.11 
-11.18 
-11.28 
-11.80 
-12.14 
-13.20 
-13.48 
-11.36 
-11.63 
-12.69 
-12.93 
-9.96 
-9.04 
-9.86 
-8.63 
-8.27 
-8.12 
-9.32 
-8.65 
-7.74 
-9.73 
-9.84 
-10.11 
-9.84. 
-10.66 
-10.97 
-9.69 
-8.76 



77.08 

76.21 

75.57 

77.28 

76.64 

75.79 

75.16 

76.79 

75.86 

76.79 

77.96 

75.70 

76.23 

77.72 

74.36 

74.31 

73.31 

71.92 

71.09 

69.68 

69.39 

68.09 

68.63 

67.32 

67.06 

65.77 

71.34 

71.08 

71.12 

70.58 

71.27 

72.76 

70.99 

69.07 

68.50 

68.44 

67.00 

66.36 

65.18 

67.11 

66.57 

66.32 

67.51 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE H 



92 GLN CD 
92 GLN OE1 
92 GLN NE2 
92 GLN C 

92 GLN 0 

93 GLU N 
93 GLU CA 
93 GLU CB 
93 GLU CG 
93 GLU CD 
93 GLU OE1 
93 GLU OE2 
93 GLU C 

93 GLU 0 

94 GLU N 
94 GLU CA 
94 GLU CB 
94 GLU CG 
94 GLU CD 
94 GLU OE1 
94 GLU OE2 
94 GLU C 

94 GLU 0 

95 SER N 
95 SER CA 
95 SER CB 
95 SER CG 
95 SER C 

95 SER 0 

96 CYS N 
96 CYS CA 
96 CYS C 
96 CYS O 
96 CYS CB 

96 CYS SG 

97 MET N 
97 MET CA 
97 MET CB 
97 MET CG 
97 MET SD 
97 MET CE 
97 MET C 
97 MET O 



-13.95 
-12.73 
-14.65 
-14.83 
-15.17 
-13.80 
-13.02 
-12.36 
-11.54 
-11.57 
-10.51 
-12.67 
-11.99 
-11.29 
-11.89 
-10.96 
-11.65 
-12 . 68 
-13.96 
-13.96 
-14.97 
-10.54 
-10.95 
-9.72 
-9.26 
-8.26 
-7.14 
-10.41 
-11.34 
-10.37 
-11.44 
-11.55 
-10.58 
-11.13 
-12.35 
-12.72 
-12.95 
-13.50 
-12.65 
-13.49 
-14.95 
-13.95 
-14.60 



-7.50 
-7.54 
-6.38 
-11.87 
-11.94 
-12.53 
-13.45 
-14.52 
-13.97 
-14.90 
-15.16 
-15.36 
-12.78 
-11.86 
-13.29 
-12.78 
-11.74 
-12.34 
-11.54 
-10.36 
-12.08 
-13.98 
-15.10 
-13.74 
-14.80 
-14.23 
-13.65 
-15.51 
-14.87 
-16.84 
-17.57 
-17.03 
-17.04 
-19.06 
-20.02 
-16.51 
-15.95 
-14.53 
-13.51 
-11.94 
-12.05 
-16.74 
-16.15 



67.19 

67.06 

67.02 

67.53 

68.71 

67.04 

67.85 

66.98 

65.80 

64.59 

63.98 

64.22 

68.74 

68.33 

69.97 

70.96 

71.84 

72.79 

72.88 

72.44 

73.38 

71.82 

71.55 

72.84 

73.73 

74.75 

74.09 

74.46 

74.95 

74.53 

75.21 

76.62 

77.37 

75.26 

76.20 

76.97 

78.31 

78.21 

77.52 

77.83 

76.75 

79.15 

80.02 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE II 

98 TYR N -14.08 -18.05 78.94 15.00 



98 TYR CA -15.05 -18.82 79.70 15.00 
98 TYR CB -14.89 -20.33 79.47 15.00 

15.00 
00 
15.00 



98 TYR CG -15.95 -21.14 80.19 
98 TYR CD1 -17.30 -21.01 79.88 15. 



98 TYR CE1 -18.28 -21.71 80.58 
98 TYR CD2 -15.61 -22.00 81.23 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



98 TYR CE2 -16.58 -22.70 81.94 
98 TYR CZ -17.91 -22.55 81.62 
98 TYR OH -18.86 -23.22 82.33 
98 TYR C -14.99 -18.51 81.20 

98 TYR 0 -13.92 -18.32 81.77 

99 ASN N -16.16 -18.49 81.82 
99 ASN CA -16.30 -18.18 83.23 
99 ASN CB -16.73 -16.72 83.37 
99 ASN CG -17.06 -16.32 84.81 15^00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



99 ASN OD1 -16.96 -17.13 85.74 
99 ASN ND2 -17.47 -15.06 84.98 
99 ASN C -17.34 -19.10 83.86 

99 ASN O -18.55 -18.87 83.72 

100 PRO N -16.89 -20.13 84.60 

100 PRO CD -15.46 -20.39 84.86 
100 PRO CA -17.73 -21.12 85.29 
100 PRO CB -16.74 -21.80 86.22 15.00 

15.00 
15.00 
15.00 
15.00 



100 PRO CG -15.49 -21.81 85.41 

100 PRO C -18.84 -20.46 86.07 

100 PRO O -19.93 -21.02 86.20 

101 THR N -18.58 -19.26 86.58 
101 THR CA -19.58 -18.53 87.34 15.00 
101 THR CB -18.99 -17.20 87.84 15.00 
101 THR OG1 -17.76 -17.48 88.53 15.00 
101 THR CG2 -19.95 -16.50 88.80 15.00 
101 THR C -20.78 -18.25 86.46 15.00 

101 THR O -21.93 -18.29 86.93 15.00 

102 GLY N -20.52 -17.99 85.18 15.00 
102 GLY CA -21.57 -17.69 84.23 15.00 
102 GLY C -22.29 -18.89 83.62 15.00 

102 GLY O -23.36 -18.73 83.04 15.00 

103 LYS N -21.70 -20.07 83.72 15.00 
103 LYS CA -22.30 -21.29 83.17 15.00 
103 LYS CB -21.60 -22.52 83.76 15.00 
103 LYS CG -22.34 -23.84 83.55 15.00 
103 LYS CD -21.59 -24.99 84.23 15.00 
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103 LYS CE 


-22.56 


103 LYS NZ 


-23.48 


103 LYS C 


-23.81 


103 LYS 0 


-24.27 


104 ALA N 


-24.58 


104 ALA CA 


-26.04 


104 ALA CB 


-26.69 


104 ALA C 


-26.60 


104 ALA 0 


-27.76 


105 ALA N 


-25.81 


105 ALA CA 


-26.26 


105 ALA CB 


-26.99 


105 ALA C 


-25.10 


105 ALA O 


-23.93 


106 LYS N 


-25.41 


106 LYS CA 


-24.40 


106 LYS CB 


-23.77 


106 LYS CG 


-24.73 


106 LYS CD 


-24.01 


106 LYS CE 


-22.75 


106 LYS NZ 


-23.05 


106 LYS C 


-25.06 


106 LYS 0 


-26.28 


107 CYS N 


-24.27 


107 CYS CA 


-24.83 


107 CYS CB 


-25.14 


107 CYS SG 


-23.71 


107 CYS C 


-23.95 


107 CYS 0 


-22.73 


108 ARG N 


-24.59 


108 ARG CA 


-23.92 


108 ARG CB 


-24.66 


108 ARG CG 


-26.18 


108 ARG CD 


-26.93 


108 ARG NE 


-27.06 


108 ARG CZ 


-28.19 


108 ARG NH1 


-29.31 


108 ARG NH2 


-28.22 


108 ARG C 


-23.70 


108 ARG 0 


-23 .77 


109 GLY N 


-23.44 


109 GLY CA 


-23.19 


109 GLY C 


-24.08 



TABLE H 

-26.02 84.79 15.00 

-26.58 83.76 15.00 

-21.37 83.41 15.00 

-21.24 84.54 15.00 

-21.60 82.35 15.00 

-21.70 82.45 15.00 

-20.52 81.78 15.00 

-22.99 81.88 15.00 

-23.32 82.12 15.00 

-23.71 81.09 15.00 

-24.97 80.50 15.00 

-24.72 79.19 15.00 

-25.92 80.28 15.00 

-25.52 80.38 15.00 

-27.18 79.98 15.00 

-28.19 79.72 15.00 

-28.66 81.03 15.00 

-29.25 82.04 15.00 

-29.56 83.33 15.00 

-30.37 83.07 15.00 

-31.63 82.31 15.00 

-29.34 78.99 15.00 

-29.39 78.94 15.00 

-30.21 78.38 15.00 

-31.36 77.65 15.00 

-30.97 76.20 15.00 

-31.01 75.11 15.00 

-32.61 77.67 15.00 

-32.53 77.81 15.00 

-33.76 77.53 15.00 

-35.05 77.54 15.00 

-36.03 78.46 15.00 

-35.81 78.55 15.00 

-37.01 79.17 15.00 

-38.15 78.25 15.00 

-38.49 77.62 15.00 

-37.79 77.80 15.00 

-39.56 76.84 15.00 

-35.67 76.15 15.00 

-36.88 75.98 15.00 

-34.83 75.16 15.00 

-35.32 73.82 15.00 

-34.73 72.75 15.00 
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109 GLY 0 -24.72 -33.69 72.94 15.00 

110 TYR N -24.15 -35.41 71.61 15.00 
110 TYR CA -24.97 -34.95 70.50 15.00 
110 TYR CB -24.19 -33.91 69.71 15.00 
110 TYR CG -22.97 -34.46 68.99 15.00 
110 TYR CD1 -21.71 -34.43 69.59 15.00 
110 TYR CE1 -20.59 -34.90 68.91 15.00 
110 TYR CD2 -23.07 -34.99 67.71 15.00 
110 TYR CE2 -21.97 -35.45 67.03 15.00 
110 TYR CZ -20.73 -35.40 67.63 15.00 
110 TYR OH -19.63 -35.82 66.93 15.00 
110 TYR C -25.31 -36.11 69.57 15.00 

110 TYR 0 -24.61 -37.12 69.54 15.00 

111 ARG N -26.35 -35.94 68.76 15.00 
111 ARG CA -26.74 -36.97 67.82 15.00 
111 ARG CB -28.02 -37.68 68.29 15.00 
111 ARG CG -27.87 -38.44 69.61 15.00 
111 ARG CD -29.17 -39.16 70.00 15.00 
111 ARG NE -29.49 -40.25 69.07 15.00 
111 ARG CZ -28.84 -41.41 69.03 15.00 
111 ARG NH1 -29.20 -42.34 68.14 15.00 
111 ARG NH2 -27.85 -41.65 69.88 15.00 
111 ARG C -27.00 -36.34 66.45 15.00 

111 ARG O -27.71 -35.34 66.34 15.00 

112 GLU N -26.39 -36.90 65.42 15.00 
112 GLU CA -26.57 -36.42 64.06 15.00 
112 GLU CB -25.27 -36.56 63.27 15.00 
112 GLU CG -24.17 -35.62 63.74 15.00 
112 GLU CD -22.80 -35.91 63.12 15.00 
112 GLU OE1 -22.22 -34.99 62.47 15.00 
112 GLU OE2 -22.29 -37.05 63.30 15.00 
112 GLU C -27.68 -37.26 63.45 15.00 

112 GLU O -27.84 -38.43 63.80 15.00 

113 ILE N -28.50 -36.63 62.61 15.00 
113 ILE CA -29.60 -37.28 61.90 15.00 
113 ILE CB -30.69 -36.23 61.48 15.00 
113 ILE CG2 -31.45 -36.68 60.25 15.00 
113 ILE CGI -31.68 -35.99 62.62 15.00 
113 ILE CD1 -31.14 -35.16 63.73 15.00 
113 ILE C -29.00 -37.94 60.66 15.00 

113 ILE O -28.03 -37.44 60.10 15.00 

114 PRO N -29.54 -39.09 60.23 15.00 
114 PRO CD -30.62 -39.89 60.83 15.00 
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TABLED 

114 PRO CA -29.00 -39.75 59.04 15.00 

114 PRO CB -30.00 -40.89 58.81 15.00 

114 PRO CG -30.41 -41.24 60.19 15.00 

114 PRO C -28.97 -38.80 57.86 15.00 

114 PRO O -29.98 -38.20 57.52 15.00 

115 GLU N -27.80 -38.73 57.22 15.00 
115 GLU CA -27.56 -37.86 56.07 15.00 
115 GLU CB -26.14 -38.07 55.52 15.00 
115 GLU CG -25.92 -37.52 54.10 15.00 
115 GLU CD -24.48 -37.06 53.82 15.00 
115 GLU OE1 -23.52 -37.73 54.28 15.00 
115 GLU OE2 -24.30 -36.02 53.15 15.00 
115 GLU C -28.55 -38.00 54.93 15.00 

115 GLU O -28.57 -39.02 54.26 15.00 

116 GLY N -29.31 -36.94 54.69 15.00 
116 GLY CA -30.27 -36.94 53.60 15.00 
116 GLY C -31.66 -37.41 53.97 15.00 

116 GLY O -32.57 -37.40 53.14 15.00 

117 ASN N -31.86 -37.78 55.24 15.00 
117 ASN CA -33.15 -38.29 55.69 15.00 
117 ASN CB -32.94 -39.38 56.73 15.00 
117 ASN CG -34.19 -40.18 56.99 15.00 
117 ASN OD1 -35.32 -39.68 56.89 15.00 
117 ASN ND2 -34.00 -41.46 57.33 15.00 
117 ASN C -34.07 -37.22 56.27 15.00 

117 ASN O -33.93 -36.82 57.43 15.00 

118 GLU N -35.06 -36.79 55.50 15.00 
118 GLU CA -35.97 -35.78 55.99 15.00 
118 GLU CB -36.70 -35.07 54.85 15.00 
118 GLU CG -36.04 -33.77 54.42 15.00 
118 GLU CD -36.91 -32.99 53.45 15.00 
118 GLU OE1 -36.81 -33.22 52.23 15.00 
118 GLU OE2 -37.72 -32.15 53.91 15.00 
118 GLU C -36.97 -36.33 56.98 15.00 

118 GLU O -37.46 -35.59 57.83 15.00 

119 LYS N -37.32 -37.61 56.90 15.00 
119 LYS CA -38.27 -38.14 57.87 15.00 
119 LYS CB -38.85 -39.49 57.42 15.00 
119 LYS CG -40.19 -39.34 56.68 15.00 
119 LYS CD -40.08 -38.40 55.47 15.00 
119 LYS CE -41.47 -38.06 54.90 15.00 
119 LYS NZ -42.26 -37.19 55.83 15.00 
119 LYS C -37.62 -38.24 59.24 15.00 
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TABLE II 

119 LYS 0 -38.23 -37.90 60.26 15.00 

120 ALA N -36.35 -38.62 59.28 15.00 
120 ALA CA -35.63 -38.70 60.54 15.00 
120 ALA CB -34.25 -39.25 60.33 15.00 
120 ALA C -35.55 -37.30 61.16 15.00 

120 ALA O -35.58 -37.15 62.38 15.00 

121 LEU N -35.45 -36.27 60.32 15.00 
121 LEU CA -35.38 -34.89 60.82 15.00 
121 LEU CB -34.93 -33.91 59.73 15.00 
121 LEU CG -34.80 -32.45 60.19 15.00 
121 LEU CD1 -33.77 -32.34 61.30 15.00 
121 LEU CD2 -34.42 -31.56 59.03 15.00 
121 LEU C -36.74 -34.48 61.36 15.00 

121 LEU O -36.83 -33.80 62.38 15.00 

122 LYS N -37.79 -34.89 60.66 15.00 
122 LYS CA -39.16 -34.58 61.05 15.00 
122 LYS CB -40.14 -35.19 60.07 15.00 
122 LYS CG -41.57 -34.80 60.31 15.00 
122 LYS CD -42.49 -35.45 59.32 15.00 
122 LYS CE -43.95 -35.16 59.67 15.00 
122 LYS NZ -44.88 -35.66 58.60 15.00 
122 LYS C -39.41 -35.15 62.44 15.00 

122 LYS 0 -39.87 -34.44 63.33 15.00 

123 ARG N -39.12 -36.44 62.62 15.00 
123 ARG CA -39.29 -37.10 63.90 15.00 
123 ARG CB -38.84 -38.58 63.84 15.00 
123 ARG CG -39.74 -39.50 62.99 15.00 
123 ARG CD -39.33 -40.97 63.13 15.00 
123 ARG NE -37.95 -41.22 62.73 15.00 
123 ARG CZ -37.42 -42.43 62.51 15.00 
123 ARG NH1 -38.15 -43.53 62.66 15.00 
123 ARG NH2 -36.17 -42.53 62.08 15.00 
123 ARG C -38.46 -36.37 64.94 15.00 

123 ARG O -39.01 -35.82 65.89 15.00 

124 ALA N -37.15 -36.31 64.71 15.00 
124 ALA CA -36.22 -35.65 65.62 15.00 
124 ALA CB -34.86 -35.50 64.98 15.00 
124 ALA C -36.70 -34.29 66.11 15.00 

124 ALA O -36.67 -34.02 67.31 15.00 

125 VAL N -37.16 -33.45 65.19 15.00 
125 VAL CA -37.66 -32.13 65.55 15.00 
125 VAL CB -38.00 -31.28 64.27 15.00 
125 VAL CGI -38.50 -29.89 64.64 15.00 



1*4 



TABLED 



125 VAL CG2 
125 VAL C 

125 VAL O 

126 ALA N 
126 ALA CA 
126 ALA CB 
126 ALA C 

126 ALA 0 

127 ARG N 
127 ARG CA 
127 ARG CB 
127 ARG CG 
127 ARG CD 
127 ARG NE 
127 ARG CZ 
127 ARG NH1 
127 ARG NH2 
127 ARG C 

127 ARG 0 

128 VAL N 
128 VAL CA 
128 VAL CB 
128 VAL CGI 
128 VAL CG2 
128 VAL C 

128 VAL O 

129 GLY N 
129 GLY CA 
129 GLY C 

129 GLY O 

130 PRO N 
130 PRO CD 
130 PRO CA 
130 PRO CB 
130 PRO CG 
130 PRO C 

130 PRO 0 

131 VAL N 
131 VAL CA 
131 VAL CB 
131 VAL CGI 
131 VAL CG2 
131 VAL C 



-36.77 

-38.87 

-39.03 

-39.71 

-40.90 

-42.00 

-40.64 

-41.32 

-39.67 

-39.36 

-38.79 

-39.80 

-40.24 

-39.78 

-40.46 

-39.94 

-41.66 

-38.36 

-38.41 

-37.44 

-36.42 

-35.07 

-33.97 

-34.81 

-36.75 

-36.91 

-36.85 

-37.13 

-36.29 

-35.92 

-35.92 

-36.24 

-35.11 

-34.80 

-36.01 

-33.83 

-33.02 

-33.63 

-32.46 

-32.89 

-31.68 

-33.78 

-31.59 



-31.11 

-32.25 

-31.46 

-33.26 

-33.44 

-34.13 

-34.18 

-33.93 

-35.09 

-35.83 

-37.22 

-38.34 

-38.71 

-40.04 

-40.88 

-42.06 

-40.57 

-35.09 

-35.20 

-34.37 

-33.64 

-33.78 

-33.24 

-35.23 

-32.17 

-31.68 

-31.47 

-30.05 

-29.43 

-30.14 

-28.15 

-27.22 

-27.49 

-26.14 

-25.88 

-28.24 

-28.57 

-28.47 

-29.17 

-30.36 

-31.12 

-31.29 

-28.20 



63.41 

66.47 

67.41 

66.28 

67.11 

66.32 

68.44 

69.44 

68.46 

69.68 

69.36 

69.36 

67.96 

67.58 

66.80 

66.52 

66.33 

70.56 

71.78 

69.94 

70.68 

69.99 

70.88 

69.64 

70.84 

71.94 

69.72 

69.75 

68.64 

67.70 

68.76 

69.86 

67.75 

68.39 

69.20 

67.40 

68.28 

66.11 

65.62 

64.73 

64.19 

65.53 

64.81 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



15.00 
15.00 
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TABLE n 

131 VAL O -32.10 -27.31 64.12 

132 SER N -30.28 -28.33 64.94 
132 SER CA -29.35 -27.48 64.21 15.00 
132 SER CB -28.02 -27.41 64.95 15.00 
132 SER OG -28.18 -26.80 66.21 15.00 
132 SER C -29.16 -28.09 62.83 15.00 

132 SER 0 -28.84 -29.27 62.71 15.00 

133 VAL N -29.37 -27.32 61.78 15.00 
133 VAL CA -29.21 -27.82 60.42 15.00 
133 VAL CB -30.58 -28.02 59.71 15 00 
133 VAL CGI -31.50 -28.91 60.54 15.00 
133 VAL CG2 -31.24 -26.68 59.44 15.00 
133 VAL C -28.37 -26.84 59.60 15.00 

133 VAL O -28.20 -25.68 59.99 15.00 

134 ALA N -27.82 -27.30 58.48 15.00 
134 ALA CA -27.00 -26.45 57.62 15.00 
134 ALA CB -25.58 -26.95 57.57 15.00 
134 ALA C -27.65 -26.50 56.26 15.00 

134 ALA O -28.14 -27.55 55.86 15.00 

135 ILE N -27.66 -25.38 55.55 15.00 
135 ILE CA -28.30 -25.28 54.23 15.00 
135 ILE CB -29.70 -24.57 54.29 15.00 
135 ILE CG2 -30.71 -25.39 55.10 15.00 
135 ILE CGI -29.54 -23.15 54.87 15.00 
135 ILE CD1 -30.81 -22.34 54.88 15.00 
135 ILE C -27.46 -24.44 53.29 15.00 

135 ILE O -26.40 -23.92 53.66 15.00 

136 ASP N -27.97 -24.32 52.07 15.00 
136 ASP CA -27.34 -23.50 51.04 15.00 
136 ASP CB -27.56 -24.11 49.65 15.00 
136 ASP CG -27.02 -23.23 48.53 15.00 
136 ASP OD1 -27.80 -22.84 47.64 15.00 
136 ASP OD2 -25.83 -22.91 48.54 15.00 
136 ASP C -28.06 -22.16 51.14 15.00 

136 ASP O -29.21 -22.03 50.74 15.00 

137 ALA N -27.43 -21.17 51.76 15.00 
137 ALA CA -28.07 -19.87 51.86 15.00 
137 ALA CB -27.97 -19.34 53.26 15.00 
137 ALA C -27.47 -18.89 50.85 15.00 

137 ALA O -27.92 -17.75 50.72 15.00 

138 SER N -26.43 -19.33 50.15 15.00 
138 SER CA -25.79 -18.51 49.14 15.00 
138 SER CB -24.36 -19.00 48.90 15.00 
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TABLE 0 

138 SER OG -23.55 -18.75 50.04 15.00 
138 SER C -26.61 -18.61 47.87 15.00 

138 SER 0 -26.41 -19.53 47.07 15.00 

139 LEU N -27.56 -17.70 47.74 15.00 
139 LEU CA -28.46 -17.66 46.60 15.00 
139 LEU CB -29.32 -18.92 46.55 15.00 
139 LEU CG -30.03 -19.30 45.25 15.00 
139 LEU CD1 -29.04 -19.96 44.31 15.00 
139 LEU CD2 -31.14 -20.28 45.54 15.00 
139 LEU C -29.35 -16.43 46.82 15.00' 

139 LEU 0 -29.99 -16.29 47.87 15.00 

140 THR N -29.39 -15.54 45.83 15.00 
140 THR CA -30.17 -14.30 45.90 15.00 
140 THR CB -30.15 -13.57 44.52 15.00 
140 THR OG1 -29.95 -14.53 43.47 15.00 
140 THR CG2 -29.05 -12.52 44.48 15.00 
140 THR C -31.60 -14.43 46.41 15.00 

140 THR O -32.02 -13.70 47.31 15.00 

141 SER N -32.35 -15.38 45.88 15.00 
141 SER CA -33.74 -15.58 46.27 15.00 
141 SER CB -34.42 -16.62 45.36 15.00 
141 SER OG -33.62 -17.78 45.21 15.00 
141 SER C -33.92 -15.96 47.74 15.00 

141 SER O -34.99 -15.74 48.33 15.00 

142 PRE N -32.90 -16.52 48.37 15.00 
142 PRE CA -33.01 -16.91 49.77 15.00 
142 PRE CB -31.92 -17.91 50.15 15.00 
142 PRE CG -31.91 -18.26 51.61 15.00 
142 PHE CD1 -32.74 -19.26 52.10 15.00 
142 PHE CD2 -31.09 -17.58 52.50 15.00 
142 PHE CE1 -32.74 -19.58 53.45 15.00 
142 PHE CE2 -31.09 -17.90 53.87 15.00 
142 PHE CZ -31.92 -18.89 54.34 15.00 
142 PHE C -32.87 -15.67 50.62 15.00 

142 PHE O -33.64 -15.45 51.55 15.00 

143 GLN N -31.90 -14.85 50.24 15.00 
143 GLN CA -31.58 -13.63 50.96 15.00 
143 GLN CB -30.25 -13.12 50.48 15.00 
143 GLN CG -29.21 -14.20 50.55 15.00 
143 GLN CD -27.89 -13.73 50.06 15.00 
143 GLN OE1 -27.33 -12.78 50.59 15.00 
143 GLN NE2 -27.36 -14.40 49.05 15.00 
143 GLN C -32.63 -12.53 50.92 15.00 
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143 GLN 0 -32.79 -11.82 51.91 15.00 

144 PHE N -33.31 -12.35 49.79 15.00 
144 PHE CA -34.36 -11.32 49.70 15.00 
144 PHE CB -34.28 -10.50 48.39 15.00 
144 PHE CG -34.49 -11.30 47.11 15.00 
144 PHE CD1 -33.53 -11.26 46.11 15.00 
144 PHE CD2 -35.66 -12.02 46.88 15.00 
144 PHE CE1 -33.74 -11.93 44.90 15.00 
144 PHE CE2 -35.88 -12.69 45.67 15.00 
144 PHE CZ -34.91 -12.64 44.68 15.00 
144 PHE C -35.77 -11.88 49.96 15.00 

144 PHE 0 -36.77 -11.36 49.45 15.00 

145 TYR N -35.82 -12.95 50.76 15.00 
145 TYR CA -37.05 -13.64 51.13 15.00 
145 TYR CB -36.69 -14.96 51.83 15.00 
145 TYR CG -37.83 -15.59 52.60 15.00 
145 TYR CD1 -38.64 -16.56 52.01 15.00 
145 TYR CE1 -39.71 -17.11 52.70 15.00 
145 TYR CD2 -38.11 -15.20 53.91 15.00 
145 TYR CE2 -39.18 -15.74 54.60 15.00 
145 TYR CZ -39.98 -16.69 53.99 15.00 
145 TYR OH -41.05 -17.22 54.66 15.00 
145 TYR C -37.79 -12.74 52.10 15.00 

145 TYR O -37.16 -12.04 52.89 15.00 

146 SER N -39.12 -12.80 52.09 15.00 
146 SER CA -39.93 -11.97 52.99 15.00 
146 SER CB -40.22 -10.61 52.35 15.00 
146 SER OG -40.75 -10.75 51.05 15.00 
146 SER C -41.25 -12.62 53.43 15.00 

146 SER O -41.83 -12.21 54.43 15.00 

147 LYS N -41.74 -13.59 52.66 15.00 
147 LYS CA -42.98 -14.28 52.99. 15.00 
147 LYS CB -44.19 -13.35 52.82 15.00 
147 LYS CG -44.40 -12.86 51.40 15.00 
147 LYS CD -45.58 -11.90 51.31 15.00 
147 LYS CE -46.86 -12.63 50.95 15.00 
147 LYS NZ -48.03 -11.69 50.96 15.00 
147 LYS C -43.18 -15.52 52.13 15.00 

147 LYS O -42.61 -15.62 51.04 15.00 

148 GLY N -44.00 -16.45 52.62 15.00 
148 GLY CA -44.27 -17.68 51.88 15.00 
148 GLY C -43.30 -18.81 52.16 15.00 
148 GLY O -42.38 -18.69 52.97 15.00 
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149 VAL N -43.52 -19.94 51.51 15.00 

149 VAL CA -42.66 -21.10 51.68 15.00 

149 VAL CB -43.47 -22.41 51.46 15.00 

149 VAL CGI -42.59 -23.63 51.61 15.00 

149 VAL CG2 -44.62 -22.47 52.45 15.00 

149 VAL C -41.57 -20.96 50.62 15.00 

149 VAL O -41.84 -20.56 49.50 15.00 

150 TYR N -40.34 -21.30 50.96 15.00 
150 TYR CA -39.24 -21.14 50.02 15.00 
150 TYR CB -38.02 -20.54 50.73 15.00 
150 TYR CG -36.80 -20.39 49.85 15.00 
150 TYR CD1 -36.77 -19.48 48.80 15.00 
150 TYR CE1 -35.66 -19.36 47.97 15.00 
150 TYR CD2 -35.67 -21.18 50.05 15.00 
150 TYR CE2 -34.56 -21.07 49.24 15.00 
150 TYR CZ -34.56 -20.16 48.20 15.00 
150 TYR OH -33.45 -20.04 47.40 15.00 
150 TYR C -38.83 -22.39 49.27 15.00 

150 TYR 0 -38.66 -23.45 49.85 15.00 

151 TYR N -38.62 -22.22 47.97 15.00 
151 TYR CA -38.17 -23.31 47.12 15.00 
151 TYR CB -39.33 -24.21 46.71 15.00 
151 TYR CG -38.86 -25.44 45.98 15.00 
151 TYR CD1 -37.95 -26.30 46.56 15.00 
151 TYR CE1 -37.46 -27.40 45.87 15.00 
151 TYR CD2 -39.29 -25.71 44.68 15.00 
151 TYR CE2 -38.81 -26.81 43.98 15.00 
151 TYR CZ -37.89 -27.65 44.58 15.00 
151 TYR OH -37.37 -28.73 43.90 15.00 
151 TYR C -37.49 -22.74 45.88 15.00 

151 TYR 0 -37.97 -21.79 45.28 15.00 

152 ASP N -36.36 -23.32 45.49 15.00 
152 ASP CA -35.64 -22.85 44.31 15.00 
152 ASP CB -34.72 -21.69 44.66 15.00 
152 ASP CG -34.07 -21.09 43.44 15.00 
152 ASP ODl -33.12 -21.69 42.92 15.00 
152 ASP OD2 -34.52 -20.01 43.01 15.00 
152 ASP C -34.83 -23.96 43.66 15.00 

152 ASP O -33.85 -24.45 44.23 15.00 

153 GLU N -35.21 -24.32 42.44 15.00 
153 GLU CA -34.53 -25.36 41.69 15.00 
153 GLU CB -34.98 -25.36 40.21 15.00 
153 GLU CG -35.22 -23.98 39.55 15.00 



TABLE n 



153 GLU CD 
153 GLU 0E1 
153 GLU OE2 
153 GLU C 

153 GLU O 

154 SER N 
154 SER CA 
154 SER CB 
154 SER OG 
154 SER C 

154 SER O 

155 CYS N 
155 CYS CA 
155 CYS C 
155 CYS 0 
155 CYS CB 

155 CYS SG 

156 ASN N 
156 ASN CA 
156 ASN CB 
156 ASN CG 
156 ASN OD1 
156 ASN ND2 
156 ASN C 

156 ASN O 

157 SER N 
157 SER CA 
157 SER CB 
157 SER OG 
157 SER C 

157 SER O 

158 ASP N 
158 ASP CA 
158 ASP CB 
158 ASP CG 
158 ASP OD1 
158 ASP OD2 
158 ASP C 

158 ASP O 

159 ASN N 
159 ASN CA 
159 ASN CB 
159 ASN CG 



-33.95 

-33.38 

-33.56 

-33.02 

-32.36 

-32.48 

-31.02 

-30.65 

-30.66 

-30.37 

-29.14 

-31.15 

-30.56 

-29.70 

-30.17 

-31.63 

-31.06 

-28.43 

-27.50 

-26.13 

-25.14 

-25.51 

-23.88 

-27.34 

-26.57 

-28.03 

-28.03 

-28.72 

-29.25 

-26.63 

-26.46 

-25.61 

-24.23 

-23.50 

•23.99 

■24.82 

•23.57 

23.44 

22.48 

23.80 

23.05 

23.07 

22.15 



-23.34 

-22.41 

-23.73 

-25.27 

-26.29 

-24.05 

-23.84 

-22.45 

-22.41 

-24.06 

-23.91 

-24.39 

-24.61 

-25.86 

-26.88 

-24.79 

-24.07 

-25.75 

-26.87 

-26.39 

-27.52 

-28.70 

-27.16 

-27.66 

-27.31 

-28.79 

-29.71 

-31.00 

-30.85 

-30.03 

-30.47 

-29.83 

-30.12 

-30.73 

-32.13 

-32.27 

-33.09 

-28.95 

-29.13 

-27.73 

-26.56 

-25.44 

-24.26 



38.93 

39.56 

37.80 

41.80 

42.00 

41.74 

41.81 

41.31 

39.90 

43.16 

43.30 

44.19 

45.49 

45.37 

44.86 

46.55 

48.11 

45.74 

45.66 

45.18 

44.97 

44.95 

44.80 

46.95 

47.85 

46.98 

48.10 

47.65 

46.33 

48.63 

49.77 

47.80 

48.18 

47.00 

46.66 

45.74 

47.34 

48.72 

49.48 

48.33 

48.81 

47.75 

48.11 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

IS. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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159 ASN OD1 -22.30 -23.64 49.16 15.00 

159 ASN ND2 -21.21 -23.95 47.22 15.00 

159 ASN C -23.63 -26.08 50.13 15.00 

159 ASN O -24.43 -25.14 50.17 15.00 

160 LEU N -23.27 -26.74 51.23 15.00 
160 LEU CA -23.78 -26.33 52.55 15.00 
160 LEU CB -23.76 -27.50 53.53 15.00 
160 LEU CG -24.57 -28.73 53.10 15.00 
160 LEU CD1 -24.08 -29.96 53.84 15.00 
160 LEU CD2 -26.06 -28.51 53.32 15.00 
160 LEU C -22.87 -25.21 53.02 15.00 

160 LEU O -21.70 -25.45 53.29 15.00 

161 ASN N -23.41 -24.01 53.16 15.00 
161 ASN CA -22.59 -22.86 53.54 15.00 
161 ASN CB -22.43 -21.97 52.31 15.00 
161 ASN CG -23.75 -21.64 51.67 15.00 
161 ASN OD1 -24.51 -20.79 52.17 15.00 
161 ASN ND2 -24.09 -22.36 50.62 15.00 
161 ASN C -23.07 -22.00 54.70 15.00 

161 ASN O -22.32 -21.20 55.27 15.00 

162 HIS N -24.34 -22.10 55.06 15.00 
162 HIS CA -24.87 -21.31 56.16 15.00 
162 HIS CB -25.90 -20.34 55.60 15.00 
162 HIS CG -26.42 -19.36 56.60 15.00 
162 HIS CD2 -27.67 -19.00 56.94 15.00 
162 HIS ND1 -25.58 -18.61 57.40 15.00 
162 HIS CE1 -26.30 -17.82 58.18 15.00 
162 HIS NE2 -27.57 -18.05 57.92 15.00 
162 HIS C -25.52 -22.24 57.17 15.00 

162 HIS O -26.26 -23.14 56.80 15.00 

163 ALA N -25.22 -22.02 58.45 15.00 
163 ALA CA -25.79 -22.84 59.53 15.00 
163 ALA CB -24.77 -23.10 60.61 15.00 
163 ALA C -27.00 -22.13 60.10 15.00 

163 ALA O -26.93 -20.95 60.48 15.00 

164 VAL N -28.10 -22.85 60.20 15.00 
164 VAL CA -29.34 -22.30 60.70 15.00 
164 VAL CB -30.25 -22.02 59.52 15.00 
164 VAL CGI -31.04 -23.26 59.13 15.00 
164 VAL CG2 -31.11 -20.83 59.80 15.00 
164 VAL C -29.96 -23.25 61.73 15.00 

164 VAL O -29.32 -24.21 62.14 15.00 

165 LEU N -31.20 -22.99 62.16 15.00 

30 
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165 LEU CA -31.87 -23.83 63.17 15.00 

165 LEU CB -31.87 -23.10 64.52 15.00 

165 LEU CG -32.48 -23.78 65.74 15.00 

165 LEU CD1 -31.58 -24.90 66.23 15.00 

165 LEU CD2 -32.71 -22.77 66.84 15.00 

165 LEU C -33.31 -24.16 62.81 15.00 

165 LEU O -34.08 -23.27 62.49 15.00 

166 ALA N -33.69 -25.43 62.90 15.00 
166 ALA CA -35.06 -25.86 62.59 15.00 
166 ALA CB -35.05 -27.27 62.00 15.00 
166 ALA C -35.91 -25.81 63.86 15.00 

166 ALA O -35.69 -26.57 64.80 15.00 

167 VAL N -36.89 -24.92 63.85 15.00 
167 VAL CA -37.78 -24.65 65.00 15.00 
167 VAL CB -37.89 -23.09 65.18 15.00 
167 VAL CGI -38.97 -22.71 66.15 15.00 
.167 VAL CG2 -36.58 -22.55 65.68 15.00 
167 VAL C -39.16 -25.32 64.93 15.00 

167 VAL O -39.98 -25.21 65.84 15.00 

168 GLY N -39.43 -26.06 63.87 15.00 
168 GLY CA -40.71 -26.72 63.75 15.00 
168 GLY C -40.98 -27.09 62.31 15.00 

168 GLY O -40.05 -27.10 61.49 15.00 

169 TYR N -42.23 -27.39 61.99 15.00 
169 TYR CA -42.65 -27.76 60.65 15.00 
169 TYR CB -42.15 -29.17 60.29 15.00 
169 TYR CG -42.64 -30.27 61.22 15.00 
169 TYR CD1 -44.00 -30.58 61.31 15.00 
169 TYR CE1 -44.46 -31.57 62.15 15.00 
169 TYR CD2 -41.75 -30.99 62.01 15.00 
169 TYR CE2 -42.20 -31.99 62.85 15.00 
169 TYR CZ -43.56 -32.28 62.91 15.00 
169 TYR OH -44.04 -33.28 63.71 15.00 
169 TYR C -44.16 -27.70 60.54 15.00 

169 TYR O -44.85 -27.38 61.52 15.00 

170 GLY N -44.70 -28.04 59.38 15.00 
170 GLY CA -46.13 -28.00 59.18 15.00 
170 GLY C -46.49 -27.76 57.73 15.00 

170 GLY O -45.83 -28.26 56.83 15.00 

171 ILE N -47.48 -26.92 57.48 15.00 
171 ILE CA -47.95 -26.63 56.13 15.00 
171 ILE CB -49.03 -27.66 55.72 15.00 
171 ILE CG2 -50.01 -27.09 54.71 15.00 
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171 ILE CGI -48.36 -28.95 55.21 15.00 

171 ILE CD1 -49.35 -30.05 54.82 15.00 

171 ILE C -48.54 -25.23 56.14 15.00 

171 ILE O -48.91 -24.71 57.20 15.00 

172 GLN N -48.58 -24.55 55.00 15.00 
172 GLN CA -49.16 -23.20 54.97 15.00 
172 GLN CB -48.08 -22.18 54.62 15.00 
172 GLN CG -48.58 -20.75 54.57 15.00 
172 GLN CD -47.50 -19.79 54.12 15.00 
172 GLN OE1 -46.95 -19.93 53.02 15.00 
172 GLN NE2 -47.18 -18.82 54.96 15.00 
172 GLN C -50.29 -23.15 53.96 15.00 

172 GLN O -51.45 -22.89 54.32 15.00 

173 LYS N -49.96 -23.36 52.68 15.00 
173 LYS CA -50.96 -23.38 51.61 15.00 
173 LYS CB -50.84 -22.14 50.69 15.00 
173 LYS CG -51.09 -20.78 51.36 15.00 
173 LYS CD -52.40 -20.72 52.16 15.00 
173 LYS CE -53.63 -20.91 51.29 15.00 
173 LYS NZ -54.88 -20.56 52.06 15.00 
173 LYS C -50.66 -24.63 50.81 15.00 

173 LYS 0 -50.20 -24.57 49.67 15.00 

174 GLY N -50.86 -25.77 51.45 15.00 
174 GLY CA -50.60 -27.04 50.79 15.00 
174 GLY C -49.13 -27.39 50.91 15.00 

174 GLY 0 -48.77 -28.52 51.28 15.00 

175 ASN N -48.26 -26.42 50.63 15.00 
175 ASN CA -46.83 -26.66 50.70 15.00 
175 ASN CB -46.06 -25.48 50.10 15.00 
175 ASN CG -46.31 -25.33 48.61 15.00 
175 ASN OD1 -47.34 -24.79 48.20 15.00 
175 ASN ND2 -45.38 -25.81 47.80 15.00 
175 ASN C -46.33 -26.96 52.11 15.00 

175 ASN O -46.55 -26.18 53.05 15.00 

176 LYS N -45.69 -28.13 52.25 15.00 
176 LYS CA -45.13 -28.55 53.53 15.00 
176 LYS CB -44.68 -30.01 53.48 15.00 
176 LYS CG -45.77 -31.03 53.17 15.00 
176 LYS CD -45.27 -32.45 53.44 15.00 
176 LYS CE -46.19 -33.50 52.85 15.00 
176 LYS NZ -46.03 -33.64 51.36 15.00 
176 LYS C -43.92 -27.66 53.74 15.00 
176 LYS O -43.25 -27.27 52.77 15.00 
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177 


HIS N 


177 


HIS CA 


177 


HIS CB 


177 


HIS CG 


177 


HIS CD2 


177 


HIS ND1 


177 


HIS CE1 


177 


HIS NE2 


177 


HIS C 


177 


HIS 0 


178 


TRP N 


178 


TRP CA 


178 


TRP CB 


178 


TRP CG 


178 


TRP CD2 


178 


TRP CE2 


178 


TRP CE3 


178 


TRP CD1 


178 


TRP NE1 


178 


TRP CZ2 


178 


TRP CZ3 


178 


TRP CH2 


178 


TRP C 


178 


TRP 0 


179 


ILE N 


179 


ILE CA 


179 


ILE CB 


179 


ILE CG2 


179 


ILE CGI 


179 


ILE CD1 


179 


ILE C 


179 


ILE O 


180 


ILE N 


180 


ILE CA 


180 


ILE CB 


180 


ILE CG2 


180 


ILE CGI 


180 


ILE CD1 


180 


ILE C 


180 


ILE 0 


181 


LYS N 


181 


LYS CA 


181 


LYS CB 



TABLE 

-43.57 -27.37 

-42.44 -26.49 

-42.90 -25.04 

-43.81 -24.59 

-43.59 -24.40 

-45.13 -24.24 

-45.67 -23.85 

-44.76 -23.93 

-41.73 -26.66 

-42.31 -27.17 

-40.48 -26.20 

-39.68 -26.25 

-38.26 -26.73 

-38.13 -28.11 

-38.29 -29.32 

-37.96 -30.39 

-38.68 -29.59 

-37.74 -28.49 

-37.62 -29.86 

-38:00 -31.71 

-38.72 -30.91 

-38.38 -31.96 

-39.60 -24.81 

-39.21 -23.90 

-39.96 -24.57 

-39.89 -23.23 

-40.79 -23.11 

-40.66 -21.74 

-42.24 -23.42 

-43.21 -23.40 

-38.44 -23.00 

-37.97 -23.57 

-37.72 -22.17 

-36.31 -21.89 

-35.49 -21.93 

-34.04 -21.77 

-35.73 -23.25 

-35.30 -24.46 

-36.03 -20.55 

-36.62 -19.52 

-35.13 -20.57 

-34.73 -19.40 

-34.63 -19.75 



54.99 15.00 

55.22 15.00 

55.10 15.00 

56.20 15.00 

57.52 15.00 

55.98 15.00 

57.12 15.00 

58.07 15.00 

56.55 15.00 
57.50 15.00 
56.61 15.00 
57.82 15.00 
57.52 15.00 

57.02 15.00 
57.78 15.00 
56.93 15.00 
59.10 15.00 
55.78 15.00 
55.72 15.00 
57.35 15.00 
59.52 15.00 
58.64 15.00 
58.34 15.00 
57.60 15.00 
59.59 15.00 
60.17 15.00 

61.41 15.00 

62.03 15.00 
61.02 15.00 
62.15 15.00 
60.58 15.00 

61.56 15.00 
59.81 15.00 
60.07 15.00 

58.76 15.00 
59.05 15.00 
58.02 15.00 
58.78 15.00 

60.77 15.00 

60.42 15.00 
61.74 15.00 
62.50 15.00 
63.99 15.00 
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181 LYS CG -34.15 -18.60 64.87 15.00 

181 LYS CD -33.79 -19.04 66.29 15.00 

181 LYS CE -33.65 -17.84 67.19 15.00 

181 LYS N2 -33.21 -18.18 68.57 15.00 

181 LYS C -33.36 -19.00 62.01 15.00 

181 LYS 0 -32.43 -19.79 62.05 15.00 

182 ASM N -33.20 -17.77 61.53 15.00 
182 ASN CA -31.90 -17.34 61.04 15.00 
182 ASN CB -32.07 -16.64 59.69 15.00 
182 ASN CG -30.84 -16.74 58.82 15.00 
182 ASN OD1 -29.75 -17.06 59.30 15.00 
182 ASN ND2 -31.01 -16.50 57.53 15.00 
182 ASN C -31.22 -16.43 62.06 15.00 

182 ASN 0 -31.77 -16.14 63.11 15.00 

183 SER N -30.00 -15.98 61.77 15.00 
183 SER CA -29.29 -15.10 62.69 15.00 
183 SER CB -28.07 -15.81 63.25 15.00 
183 SER OG -27.40 -16.52 62.23 15.00 
183 SER C -28.87 -13.82 61.98 15.00 

183 SER O -27.82 -13.25 62.27 15.00 

184 TRP N -29.70 -13.35 61.06 15.00 
184 TRP CA -29.40 -12.13 60.34 15.00 
184 TRP CB -29.58 -12.36 58.83 15.00 
184 TRP CG -28.57 -13.29 58.22 15.00 
184 TRP CD2 -28.61 -13.87 56.90 15.00 
184 TRP CE2 -27.40 -14.58 56.72 15.00 
184 TRP CE3 -29.54 -13.84 55.86* 15.00 
184 TRP CD1 -27.39 -13.69 58.76 15.00 
184 TRP NE1 -26.68 -14.46 57.87 15.00 
184 TRP CZ2 -27.11 -15.26 55.53 15.00 
184 TRP CZ3 -29.25 -14.52 54.67 15.00 
184 TRP CH2 -28.04 -15.22 54.52 15.00 
184 TRP C -30.28 -10.98 60.82 15.00 

184 TRP 0 -30.61 -10.09 60.04 15.00 

185 GLY N -30.70 -11.02 62.09 15.00 
185 GLY CA -31.53 -9.96 62.66 15.00 
185 GLY C -33.03 -10.14 62.46 15.00 

185 GLY O -33.46 -10.99 61.69 15.00 

186 GLU N -33.84 -9.34 63.17 15.00 
186 GLU CA -35.30 -9.44 63.04 15.00 
186 GLU CB -36.00 -8.71 64.19 15.00 
186 GLU CG -35.52 -9.13 65.56 15.00 
186 GLU CD -36.52 -8.85 66.68 15.00 
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186 GLU OE1 -36.30 -9.38 67.80 15.00 

186 GLU OE2 -37.51 -8.13 66.46 15.00 

186 GLU C -35.74 -8.83 61.73 15.00 

186 GLU O -36.83 -9.11 61.22 15.00 

187 ASN N -34.89 -7.97 61.19 15.00 
187 ASN CA -35.15 -7.28 59.95 15.00 
187 ASN CB -34.04 -6.25 59.73 15.00 
187 ASN CG -34.56 -4.94 59.17 15.00 
187 ASN OD1 -33.77 -4.07 58.80 15.00 
187 ASN ND2 -35.88 -4.76 59.16 15.00 

v 187 ASN C -35.21 -8.22 58.75 15.00 

187 ASN 0 -36.04 -8.04 57.86 15.00 

188 TRP N -34.33 -9.22 58.73 15.00 
188 TRP CA -34.26 -10.18 57.64 15.00 
188 TRP CB -33.03 -11.07 57.79 15.00 
188 TRP CG -32.85 -12.02 56.65 15.00 
188 TRP CD2 -33.28 -13.38 56.57 15.00 
188 TRP CE2 -32.98 -13.85 55.28 15.00 
188 TRP CE3 -33.90 -14.26 57.48 15.00 
188 TRP CD1 -32.31 -11.72 55.44 15.00 
188 TRP NE1 -32.39 -12.81 54.61 15.00 
188 TRP CZ2 -33.27 -15.15 54.86 15.00 
188 TRP CZ3 -34.20 -15.55 57.06 15.00 
188 TRP CH2 -33.88 -15.98 55.77 15.00 
188 TRP C -35.50 -11.05 57.53 15.00 

188 TRP O -36.10 -11.42 58.55 15.00 

189 GLY N -35.85 -11.42 56.31 15.00 
189 GLY CA -37.00 -12.26 56.07 15.00 
189 GLY C -38.21 -11.92 56.90 15.00 

189 GLY O -38.47 -10.76 57.23 15.00 

190 ASN N -38.97 -12.94 57.27 15.00 
190 ASN CA -40.16 -12.73 58.07 15.00 
190 ASN CB -41.17 -13.86 57.83 15.00 
190 ASN CG -42.55 -13.53 58.36 15.00 
190 ASN OD1 -42.70 -12.88 59.39 15.00 
190 ASN ND2 -43.57 -13.99 57.65 15.00 
190 ASN C -39.79 -12.67 59.54 15.00 

190 ASN O -39.85 -13.66 60.25 15.00 

191 LYS N -39.32 -11.52 60.00 15.00 
191 LYS CA -38.95 -11.34 61.39 15.00 
191 LYS CB -40.19 -11.48 62.29 15.00 
191 LYS CG -40.95 -10.18 62.44 15.00 
191 LYS CD -42.19 -10.32 63.30 15.00 
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191 LYS CE 
191 LYS NZ 
191 LYS C 

191 LYS 0 

192 GLY N 
192 GLY CA 
192 GLY C 

192 GLY O 

193 TYR N 
193 TYR CA 
193 TYR CB 
193 TYR CG 
193 TYR CD1 
193 TYR CE1 
193 TYR CD2 
193 TYR CE2 
193 TYR CZ 
193 TYR OH 
193 TYR C 

193 TYR 0 

194 ILE N 
194 ILE CA 
194 ILE CB 
194 ILE CG2 
194 ILE CGI 
194 ILE CD1 
194 ILE C 

194 ILE O 

195 LEU N 
195 LEU CA 
195 LEU CB 
195 LEU CG 
195 LEU CD1 
195 LEU CD2 
195 LEU C 

195 LEU O 

196 MET N 
196 MET CA 
196 MET CB 
196 MET CG 
196 MET SD 
196 MET CE 
196 MET C 



-43.32 -10.98 
-43.71 -10.21 
-37.84 -12.24 
-37.77 -12.55 
-36.94 -12.61 
-35.83 -13.46 
-36.05 -14.91 
-35.12 -15.70 
-37.29 -15.27 
-37.60 -16.64 
-38.84 -17.13 
-38.60 -17.31 
-38.73 -16.25 
-38.46 -16.41 
-38.19 -18.55 
-37.92 -18.71 
-38.05 -17.64 
-37.77 -17.80 
-37.83 -16.81 
-38.02 -15.82 
-37.82 -18.06 
-38.04 -18.41 
-36.75 -18.32 
-35.64 -19.14 
-37.03 -18.83 
-35.86 -18.72 
-38.61 -19.81 
-38.11 -20.74 
-39.72 -19.92 
-40.38 -21.19 
-41.88 -20.96 
-42.82 -20.84 
-42.19 -20.08 
-44.12 -20.18 
-39.76 -21.78 
-39.79 -21.16 
-39.11 -22.93 
-38.46 -23.57 
-37.03 -23.97 
-36.09 -22.77 
-34.43 -23.18 
-33.67 -23.82 
-39.28 -24.78 



62.52 15.00 

61.31 15.00 

61.88 15.00 

63.06 15.00 

60.98 15.00 

61.35 15.00 

60.98 15.00 

60.99 15.00 
60.65 15.00 
60.28 15.00 
61.05 15.00 
62.52 15.00 
63.41 15.00 
64.76 15.00 
63.03 15.00 
64.38 15.00 
65.23 15.00 
66.56 15.00 
58.79 15.00 
58.08 15.00 
58.35 15.00 
56.95 15.00 
56.10 15.00 
56.72 15.00 
54.69 15.00 
53.75 15.00 
56.83 15.00 
57.43 15.00 
56.10 15.00 

55.85 15.00 
55.65 15.00 

56.86 15.00 
58.01 15.00 
56.42 15.00 
54.59 15.00 
53.53 15.00 
54.71 15.00 
53.57 15.00 
53.96 15.00 
54.14 15.00 
54.74 15.00 
53.22 15.00 
53.11 15.00 
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196 MET 0 -40.09 -25.31 53.86 15.00 

197 ALA N -39.08 -25.23 51.87 15.00 
197 ALA CA -39.83 -26.37 51.32 15.00 
197 ALA CB -39.62 -26.47 49.82 15.00 
197 ALA C -39.52 -27.71 51.98 15.00 

197 ALA O -38.37 -28.15 51.98 15.00 

198 ARG N -40.56 -28.39 52.46 15.00 
198 ARG CA -40.40 -29.68 53.11 15.00 
198 ARG CB -41.17 -29.72 54.44 15.00 
198 ARG CG -41.15 -31.07 55.15 15.00 
198 ARG CD -41.43 -30.95 56.63 15.00 
198 ARG NE -42.81 -30.59 56.92 15.00 
198 ARG CZ -43.79 -31.47 57.10 15.00 
198 ARG NH1 -43.54 -32.78 57.01 15.00 
198 ARG NH2 -45.01 -31.05 57.42 15.00 
198 ARG C -40.82 -30.85 52.23 15.00 

198 ARG 0 -41.86 -30.80 51.57 15.00 

199 ASN N -40.00 -31.89 52.23 15.00 
199 ASN CA -40.25 -33.10 51.45 15.00 
199 ASN CB -41.59 -33.75 51.83 15.00 
199 ASN CG -41.57 -34.40 53.22 15.00 
199 ASN OD1 -42.60 -34.43 53.91 15.00 
199 ASN ND2 -40.42 -34.91 53.63 15.00 
199 ASN C -40.15 -32.94 49.94 15.00 

199 ASN O -40.49 -33.86 49.19 15.00 

200 LYS N -39.67 -31.77 49.49 15.00 
200 LYS CA -39.50 -31.55 48.05 15.00 
200 LYS CB -39.77 -30.09 47.65 15.00 
200 LYS CG -41.23 -29.79 47.39 15.00 
200 LYS CD -41.42 -28.49 46.63 15.00 
200 LYS CE -42.88 -28.03 46.65 15.00 
200 LYS NZ -43.06 -26.68 46.03 15.00 
200 LYS C -38.09 -31.95 47.69 15.00 

200 LYS 0 -37.28 -31.12 47.26 15.00 

201 ASN N -37.80 -33.22 47.95 15.00 
201 ASN CA -36.50 -33.81 47.65 15.00 
201 ASN CB -36.24 -33.83 46.13 15.00 
201 ASN CG -37.32 -34.57 45.35 15.00 
201 ASN OD1 -37.09 -35.68 44.87 15.00 
201 ASN ND2 -38.46 -33.92 45.15 15.00 
201 ASN C -35.31 -33.16 48.37 15.00 

201 ASN O -34.31 -32.84 47.74 15.00 

202 ASN N -35.43 -32.90 49.67 15.00 
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202 ASN CA -34.32 -32.33 50.44 15.00 

202 ASN CB -33.19 -33.35 50.50 15.00 

202 ASN CG -32.27 -33.14 51.68 15.00 

202 ASN OD1 -32.71 -32.70 52.75 15.00 

202 ASN ND2 -31.00 -33.48 51.51 15.00 

202 ASN C -33.81 -30.99 49.89 15.00 

202 ASN O -32.60 -30.77 49.75 15.00 

203 ALA N -34.73 -30.09 49.59 15.00 
203 ALA H -35.63 -30.29 49.94 15.00 
203 ALA CA -34.40 -28.79 49.02 15.00 
203 ALA CB -35.62 -27.88 48.98 15.00 
203 ALA C -33.35 -28.09 49.90 15.00 

203 ALA O -33.51 -27.93 51.10 15.00 

204 CYS N -32.27 -27.66 49.25 15.00 
204 CYS CA -31.18 -26.94 49.91 15.00 
204 CYS C -30.38 -27.79 50.89 15.00 
204 CYS O -29.60 -27.25 51.68 15.00 
204 CYS CB -31.71 -25.68 50.59 15.00 

204 CYS SG -32.51 -24.48 49.47 15.00 

205 GLY N -30.56 -29.10 50.84 15.00 
205 GLY CA -29.83 -30.00 51.71 15.00 
205 GLY C -30.11 -29.81 53.19 15.00 

205 GLY O -29.22 -29.98 54.02 15.00 

206 ILE N -31.35 -29.51 53.52 15.00 
206 ILE CA -31.77 -29.30 54.89 15.00 
206 ILE CB -33.30 -29.10 54.96 15.00 
206 ILE CG2 -34.02 -30.31 54.38 15.00 
206 ILE CGI -33.76 -28.86 56.41 15.00 
206 ILE CD1 -33.48 -27.47 56.92 15.00 
206 ILE C -31.35 -30.45 55.82 15.00 

206 ILE O -30.94 -30.23 56.97 15.00 

207 ALA N -31.36 -31.68 55.31 15.00 
207 ALA CA -31.00 -32.84 56.11 15.00 
207 ALA CB -32.05 -33.93 55.95 15.00 
207 ALA C -29.61 -33.42 55.88 15.00 

207 ALA O -29.35 -34.57 56.24 15.00 

208 ASN N -28.68 -32.65 55.31 15.00 
208 ASN CA -27.33 -33.15 55.05 15.00 
208 ASN CB -26.76 -32.53 53.77 15.00 
208 ASN CG -27.34 -33.15 52.51 15.00 
208 ASN OD1 -28.21 -34.02 52.57 15.00 
208 ASN ND2 -26.89 -32.67 51.36 15.00 
208 ASN C -26.32 -32.95 56.20 15.00 
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208 ASN 0 -25.17 -33.40 56.12 15.00 

209 LEU N -26.72 -32.25 57.25 15.00 
209 LEU CA -25.84 -32.03 58.40 15.00 
209 LEU CB -24.76 -31.00 58.04 15.00 
209 LEU CG -23.41 -30.99 58.78 15.00 
209 LEU CD1 -22.72 -32.35 58.64 15.00 
209 LEU CD2 -22.51 -29.86 58.24 15.00 
209 LEU C -26.67 -31.60 59.63 15.00 

209 LEU 0 -26.38 -30.59 60.28 15.00 

210 ALA N -27.72 -32.37 59.95 15.00 
210 ALA H -28.03 -32.90 59.19 15.00 
210 ALA CA -28.61 -32.05 61.06 15.00 
210 ALA CB -30.02 -32.57 60.81 15.00 
210 ALA C -28.10 -32.73 62.34 15.00 

210 ALA 0 -27.62 -33.86 62.34 15.00 

211 SER N -28.18 -32.02 63.47 15.00 
211 SER CA -27.75 -32.59 64.74 15.00 
211 SER CB -26.24 -32.46 64.92 15.00 
211 SER OG -25.84 -31.12 65.06 15.00 
211 SER C -28.45 -31.88 65.88 15.00 

211 SER O -29.03 -30.80 65.71 15.00 

212 PHE N -28.50 -32.51 67.04 15.00 
212 PHE CA -29.11 -31.91 68.21 15.00 
212 PHE CB -30.59 -32.31 68.33 15.00 
212 PHE CG -30.81 -33.79 68.43 15.00 
212 PHE CD1 -31.11 -34.54 67.30 15.00 
212 PHE CD2 -30.72 -34.44 69.66 15.00 
212 PHE CE1 -31.32 -35.91 67.39 15.00 
212 PHE CE2 -30.92 -35.81 69.77 15.00 
212 PHE CZ -31.23 -36.55 68.63 15.00 
212 PHE C -28.30 -32.39 69.40 15.00 

212 PHE O -27.66 -33.43 69.32 15.00 

213 PRO N -28.24 -31.58 70.46 15.00 
213 PRO CD -28.77 -30.21 70.54 15.00 
213 PRO CA -27.48 -31.92 71.67 15.00 
213 PRO CB -27.21 -30.55 72.28 15.00 
213 PRO CG -28.47 -29.82 71.97 15.00 
213 PRO C -28.27 -32.81 72.64 15.00 

213 PRO O -29.50 -32.76 72.69 15.00 

214 LYS N -27.57 -33.62 73.42 15.00 
214 LYS CA -28.23 -34.49 74.37 15.00 
214 LYS CB -27.67 -35.90 74.28 15.00 
214 LYS CG -28.06 -36.64 73.02 15.00 



IS'o 
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214 LYS CD -27.66 -38.11 73.07 15.00 

214 LYS CE -26.16 -38.29 73.05 15.00 

214 LYS NZ -25.79 -39.70 72.73 15.00 

214 LYS C -28.03 -33.95 75.77 15.00 

214 LYS O -26.90 -33.70 76.18 15.00 

215 MET N -29.12 -33.69 76.47 15.00 
215 MET CA -29.06 -33.18 77.83 15.00 
215 MET CB -29.71 -31.80 77.93 15.00 
215 MET CG -28.74 -30.64 77.75 15.00 
215 MET SD -29.45 -29.00 78.06 15.00 
215 MET CE -30.38 -29.32 79.56 15.00 
215 MET C -29.72 -34.16 78.81 15.00 
215 MET OT1 -30.39 -35.12 78.35 15.00 

215 MET OT2 -29.55 -33.97 80.04 15.00 

216 HOH OH2 -28.46 -18.77 85.58 15.00 

217 HOH OH2 -24.63 -33.99 81.97 15.00 

218 HOH OH2 -31.11 -15.95 65.82 15.00 

219 HOH OH2 -30.23 -19.59 64.13 15.00 

220 HOH OH2 -8.58 -7.31 62.36 15.00 

221 HOH OH2 -6.71 -10.79 69.96 15.00 

222 HOH OH2 -34.27 -22.79 70.48 15.00 

223 HOH OH2 -16.88 -33.68 66.52 15.00 

224 HOH OH2 -15.68 -8.93 63.11 15.00 

225 HOH OH2 -24.93 -30.84 62.42 15.00 

226 HOH OH2 -7.02 -8.27 72.29 15.00 

227 HOH OH2 -13.39 -20.80 66.92 15.00 

228 HOH OH2 -44.55 -30.12 50.27 15.00 

229 HOH OH2 -44.14 -35.34 56.06 15.00 

230 HOH OH2 -37.95 -16.02 68.44 15.00 

231 HOH OH2 -36.41 -36.82 52.05 15.00 

232 HOH OH2 -20.00 -36.75 62.15 15.00 

233 HOH OH2 -30.13 -19.30 67.02 15.00 

234 HOH OH2 -28.16 -19.22 62.41 15.00 

235 HOH OH2 -22.03 -29.95 62.71 15.00 

236 HOH OH2 -25.92 -8.85 75.85 15.00 

237 HOH OH2 -41.00 -28.78 81.30 15.00 

238 HOH OH2 -32.73 -23.15 83.59 15.00 

239 HOH OH2 -40.55 -13.35 49.90 15.00 

240 HOH OH2 -35.40 -24.36 49.00 15.00 

241 HOH OH2 -48.40 -32.54 58.07 15.00 

242 HOH OH2 -27.39 -6.75 59.53 15.00 

243 HOH OH2 -41.50 -14.46 65.52 15.00 

244 HOH OH2 -22.40 -5.47 61.33 15.00 



in 
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245 HOH OH2 

246 HOH OH2 

247 HOH OH2 

248 HOH 0H2 

249 HOH OH2 

250 HOH OH2 

251 HOH OH2 

252 HOH OH2 

253 HOH OH2 

254 HOH OH2 

255 HOH OH2 

256 HOH OH2 

257 HOH OH2 

258 HOH OH2 

259 HOH OH2 

260 HOH OH2 

261 HOH OH2 

262 HOH OH2 

263 HOH OH2 

264 HOH OH2 

265 HOH 0H2 

266 HOH OH2 

267 HOH OH2 

268 HOH OH2 

269 HOH OH2 

270 HOH OH2 

271 HOH OH2 

272 HOH OH2 

273 HOH OH2 

274 HOH OH2 

275 HOH OH2 

276 HOH OH2 

277 HOH OH2 

278 HOH OH2 



TABLE 

-33.17 -27.91 

-45.87 -26.25 

-12.64 -13.96 

-3.78 -18.92 

-8.03 -17.70 

-27.41 -34.98 

-34.88 -10.94 

-32.92 -27.68 

-39.35 -16.01 

-41.38 -34.64 

-44.42 -18.35 

-32.35 -13.73 

-39.40 -8.90 

-28.41 -8.93 

-31.58 -6.53 

-19.27 -8.48 

-33.33 -20.29 

-13.49 -22.80 

-8.72 -18.49 

-10.39 -28.70 

-20.24 -31.77 

-24.78 -46.10 

-13.26 -33.12 

-12.60 -26.87 

-17.76 -34.32 

-22.51 -37.80 

-7.33 -12.89 

-9.75 -17.21 

-30.86 -20.40 

-25.79 -24.78 

-33.50 -37.21 

-23.21 -24.90 

-37.83 -31.49 

-37.02 -30.78 



70.80 15.00 

75.72 15.00 

81.39 15.00 

74.98 15.00 

78.42 15.00 

59.22 15.00 
53.71 15.00 
46.17 15.00 
44.28 15.00 
56.30 15.00 
73.08 15.00 

61.23 15.00 

59.13 15.00 
68.65 15.00 
63.69 15.00 
63.41 15.00 
70.52 15.00 
78.17 15.00 
72.60 15.00 
76.32 15.00 
61.63 15.00 
72.19 15.00 

68.94 15.00 
72.01 15.00 

80.14 15.00 
70.83 15.00 

66.95 15.00 
68.77 15.00 
48.59 15.00 
42.10 15.00 
50.03 15.00 
43.38 15.00 
44.10 15.00 
51.01 15.00 
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Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor bis- (cbz-leucinyl) -1, 3- 
diamino-propan-2-one . 



Residue Atom 



1 


ALA CB 


1 


ALA C 


1 


ALA 0 


1 


ALA N 


1 


ALA CA 


2 


PRO N 


2 


PRO CD 


2 


PRO CA 


2 


PRO CB 


2 


PRO CG 


2 


PRO C 


2 


PRO 0 


3 


ASP N 


3 


ASP CA 


3 


ASP CB 


3 


ASP CG 


3 


ASP OD1 


3 


ASP OD2 


3 


ASP C 


3 


ASP 0 


4 


SER N 


4 


SER CA 


4 


SER CB 


4 


SER OG 


4 


SER C 


4 


SER 0 


5 


VAL N 


5 


VAL CA 


5 


VAL CB 


5 


VAL CGI 


5 


VAL CG2 


5 


VAL C 


5 


VAL 0 


6 


ASP N 


6 


ASP CA 



-54.29 -33.17 65.94 15.00 

-53.88 -32.69 63.50 15.00 

-53.42 -33.61 62.80 15.00 

-55.60 -34.28 64.17 15.00 

-54.93 -33.01 64.57 15.00 

-53.52 -31.40 63.32 15.00 

-53.99 -30.23 64.09 15.00 

-52.52 -30.98 62.32 15.00 

-52.49 -29.46 62.49 15.00 

-52.83 -29.26 63.94 15.00 

-51.13 -31.59 62.52 15.00 

-50.62 -31.64 63.64 15.00 

-50.53 -32.08 61.44 15.00 

-49.19 -32.65 61.51 15.00 

-48.89 -33.49 60.27 15.00 

-49.53 -34.88 60.32 15.00 

-49.43 -35.55 61.39 15.00 

-50.12 -35.29 59,28 15.00 

-48.24 -31.46 61.55 15.00 

-47.60 -31.14 60.54 15.00 

-48.16 -30.78 62.68 15.00 

-47.29 -29.62 62.80 15.00 

-47.99 -28.35 62.27 15.00 

-48.14 -28.37 60.86 15.00 

-46.84 -29.35 64.23 15.00 

-47.54 -29.71 65.19 15.00 

-45.68 -28.72 64.36 15.00 

-45.14 -28.35 65.65 15.00 

-44.25 -29.47 66.25 15.00 

-43.09 -29.81 65.33 15.00 

-43.75 -29.04 67.62 15.00 

-44.36 -27.06 65.44 15.00 

-43.60 -26.93 64.48 15.00 

-44.59 -26.08 66.30 15.00 

-43.94 -24.79 66.20 15.00 
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6 ASP CB -44.95 -23.76 65.68 15.00 

6 ASP CG -44.35 -22.38 65.47 15.00 

6 ASP OD1 -43.14 -22.26 65.21 15.00 

6 ASP OD2 -45.11 -21.39 65.56 15.00 

6 ASP C -43.47 -24.45 67.60 15.00 

6 ASP 0 -44.25 -24.02 68.45 15.00 

7 TYR N -42.18 -24.61 67.86 15.00 
7 TYR CA -41.62 -24.34 69.18 15.00 
7 TYR CB -40.24 -24.98 69.29 15.00 
7 TYR CG -40.34 -26.48 69.38 15.00 
7 TYR CD1 -40.73 -27.10 70.57 15.00 
7 TYR CE1 -40.88 -28.46 70.65 15.00 
7 TYR CD2 -40.08 -27.28 68.27 15.00 
7 TYR CE2 -40.23 -28.65 68.34 15.00 
7 TYR CZ -40.63 -29.23 69.53 15.00 
7 TYR OH -40.78 -30.58 69.62 15.00 
7 TYR C -41.58 -22.91 69.65 15.00 

7 TYR O -41.37 -22.64 70.84 15.00 

8 ARG N -41.80 -21.97 68.74 15.00 
8 ARG CA -41.78 -20.56 69.11 15.00 
8 ARG CB -41.99 -19.67 67.87 15.00 
8 ARG CG -40.88 -19.77 66.84 15.00 
8 ARG CD -41.23 -19.01 65.57 15.00 
8 ARG NE -42.50 -19.45 65.01 15.00 
8 ARG CZ -42.96 -19.10 63.81 15.00 
8 ARG NH1 -42.24 -18.30 63.03 15.00 
8 ARG NH2 -44.15 -19.53 63.40 15.00 
8 ARG C -42.85 -20.28 70.15 15.00 

8 ARG 0 -42.57 -19.72 71.21 15.00 

9 LYS N -44.06 -20.77 69.88 15.00 
9 LYS CA -45.18 -20.55 70.78 15.00 
9 LYS CB -46.50 -20.64 70.02 15.00 
9 LYS CG -46.63 -21.81 69.10 15.00 
9 LYS CD -47.93 -21.71 68.33 15.00 
9 LYS CE -48.22 -22.99 67.54 15.00 
9 LYS NZ -49.52 -22.90 66.80 15.00 
9 LYS C -45.22 -21.43 72.02 15.00 
9 LYS 0 -46.25 -21.56 72.67 15.00 

10 LYS N -44.08 -22.02 72.38 15.00 

10 LYS CA -43.97 -22.87 73.56 15.00 

10 LYS CB -43.66 -24.32 73.16 15.00 

10 LYS CG -44.79 -25.04 72.44 15.00 

10 LYS CD -44.37 -26.46 72.08 15.00 
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10 LYS CE -45.44 -27.16 71.27 15.00 

10 LYS NZ -45.80 -26.44 70.01 15.00 

10 LYS C -42.90 -22.38 74.54 15.00 

10 LYS 0 -42.69 -22.99 75.59 15.00 

11 GLY N -42.19 -21.30 74.19 15.00 
11 GLY CA -41.15 -20.78 75.05 15.00 
11 GLY C -39.83 -21.52 74.90 15.00 

11 GLY 0 -38.95 -21.41 75.74 15.00 

12 TYR N -39.69 -22.25 73.79 15.00 
12 TYR CA -38.48 -23.03 73.51 15.00 
12 TYR CB -38.82 -24.26 72.67 15.00 
12 TYR CG -39.21 -25.54 73.39 15.00 
12 TYR CD1 -40.43 -25.65 74.06 15.00 
12 TYR CE1 -40.85 -26.87 74.58 15.00 
12 TYR CD2 -38.41 -26.68 73.27 15.00 
12 TYR CE2 -38.83 -27.90 73.79 15.00 
12 TYR CZ -40.05 -27.98 74.44 15.00 
12 TYR OH -40.47 -29.19 74.93 15.00 
12 TYR C -37.45 -22.25 72.72 15.00 

12 TYR 0 -36.33 -22.72 72.54 15.00 

13 VAL N -37.85 -21.09 72.19 15.00 
13 VAL CA -36.94 -20.29 71.37 15.00 
13 VAL CB -37.40 -20.32 69.88 15.00 
13 VAL CGI -38.59 -19.43 69.67 15.00 
13 VAL CG2 -36.26 -19.93 68.97 15.00 
13 VAL C -36.77 -18.86 71.87 15.00 

13 VAL 0 -37.69 -18.26 72.43 15.00 

14 THR N -35.55 -18.35 71.69 15.00 
14 THR CA -35.15 -17.00 72.11 15.00 
14 THR CB -33.72 -17.00 72.67 15.00 
14 THR OG1 -32.83 -17.53 71.69 15.00 
14 THR CG2 -33.64 -17.86 73.91 15.00 
14 THR C -35.21 -15.98 70.97 15.00 

14 THR 0 -35.26 -16.36 69.81 15.00 

15 PRO N -35.22 -14.68 71.31 15.00 
15 PRO CD -35.25 -14.08 72.65 15.00 
15 PRO CA -35.27 -13.64 70.28 15.00 
15 PRO CB -35.03 -12.35 71.08 15.00 
15 PRO CG -34.46 -12.83 72.43 15.00 
15 PRO C -34.23 -13.82 69.17 15.00 

15 PRO O -33.14 -14.35 69.41 15.00 

16 VAL N -34.60 -13.42 67.96 15.00 
16 VAL CA -33.72 -13.53 66.81 15.00 
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16 VAL CB -34.45 -13.16 65.50 15.00 

16 VAL CGI -33.63 -13.60 64.31 15.00 

16 VAL CG2 -35.81 -13.78 65.47 15.00 

16 VAL C -32.52 -12.61 66.97 15.00 

16 VAL O -32.67 -11.42 67.25 15.00 

17 LYS N -31.32 -13.17 66.80 15.00 
17 LYS CA -30.09 -12.42 66.91 15.00 
17 LYS CB -29.08 -13.18 67.77 15.00 
17 LYS CG -29.01 -12.72 69.22 15.00 
17 LYS CD -30.27 -13.09 70.02 15.00 
17 LYS CE -30.18 -14.48 70.64 15.00 
17 LYS NZ -29.12 -14.54 71.68 15.00 
17 LYS C -29.49 -12.15 65.54 15.00 

17 LYS 0 -29.82 -12.81 64.56 15.00 

18 ASN N -28.62 -11.15 65.49 15.00 
18 ASN CA -27.91 -10.77 64.27 15.00 
18 ASN CB -28.01 -9.26 64.05 15.00 
18 ASN CG -27.09 -8.78 62.94 15.00 
18 ASN OD1 -26.98 -9.42 61.89 15.00 
18 ASN ND2 -26.38 -7.69 63.19 15.00 
18 ASN C -26.45 -11.16 64.43 15.00 

18 ASN O -25.79 -10.73 65.37 15.00 

19 GLN N -25.94 -11.96 63.51 15.00 
19 GLN CA -24.56 -12.40 63.60 15.00 
19 GLN CB -24.34 -13.65 62.77 15.00 
19 GLN CG -24.88 -13.58 61.37 15.00 
19 GLN CD -24.42 -14.73 60.53 15.00 
19 GLN OE1 -25.17 -15.28 59.73 15.00 
19 GLN NE2 -23.15 -15.09 60.68 15.00 
19 GLN C -23.52 -11.35 63.24 15.00 

19 GLN O -22.35 -11.49 63.60 15.00 

20 GLY N -23.94 -10.31 62.53 15.00 
20 GLY CA -23.02 -9.26 62.14 15.00 
20 GLY C -22.10 -9.67 61.00 15.00 

20 GLY O -22.51 -10.40 60.11 15.00 

21 GLN N -20.85 -9.20 61.04 15.00 
21 GLN CA -19.86 -9.50 60.01 15.00 
21 GLN CB -18.92 -8.30 59.78 15.00 
21 GLN CG -19.60 -6.94 59.55 15.00 
21 GLN CD -20.68 -6.99 58.49 15.00 
21 GLN OE1 -20.49 -7.53 57.41 15.00 
21 GLN NE2 -21.85 -6.43 58.81 15.00 
21 GLN C -19.03 -10.74 60.38 15.00 
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21 GLN 0 -18.02 -11.06 59.74 15.00 

22 CYS N -19.41 -11.42 61.44 15.00 
22 CYS CA -18.69 -12.60 61.88 15.00 
22 CYS C -19.37 -13.86 61.33 15.00 
22 CYS 0 -20.59 -13.94 61.27 15.00 
22 CYS CB -18.63 -12.61 63.41 15.00 

22 CYS SG -17.84 -14.05 64.16 15.00 

23 GLY N -18.58 -14.81 60.84 15.00 
23, GLY CA -19.15 -16.03 60.30 15.00 
23 GLY C -19.41 -17.03 61.41 15.00 

23 GLY 0 -18.90 -18.15 61.38 15.00 

24 SER N -20.22 -16.62 62.37 15.00 
24 SER CA -20.56 -17.43 63.53 15.00 
24 SER CB -20.36 -16.59 64.79 15.00 
24 SER OG -21.14 -15.41 64.68 15.00 
24 SER C -21.99 -17.95 63.49 15.00 

24 SER 0 -22.60 -18.20 64.53 15.00 

25 CYS N -22.55 -18.14 62.30 15.00 
25 CYS CA -23.91 -18.65 62.20 15.00 
25 CYS CB -24.41 -18.63 60.75 15.00 
25 CYS SG -23.48 -19.60 59.54 15.00 
25 CYS C -23.96 -20.05 62.82 15.00 
25 CYS O -24.97 -20.45 63.40 15.00 
25 INH CI -27.24 -9.28 57.72 15.00 
25 INH C2 -26.55 -9.60 58.90 15.00 
25 INH C3 -25.31 -10.22 58.84 15.00 
25 INH C4 -24.73 -10.54 57.61 15.00 
25 INH C5 -25.43 -10.21 56.44 15.00 
25 INH C6 -26.67 -9.59 56.49 15.00 
25 INH C7 -23.41 -11.26 57.54 15.00 
25 INH 08 -23.43 -12.63 57.98 15.00 
25 INH C9 -22.90 -13.56 57.08 15.00 
25 INH O10 -21.75 -13.43 56.65 15.00 
25 INH Cll -23.40 -15.62 55.77 15.00 
25 INH C12 -22.32 -15.20 54.77 15.00 
25 INH C13 -22.79 -14.65 53.42 15.00 
25 INH C14 -21.66 -14.80 52.41 15.00 
25 INH C15 -24.07 -15.33 52.91 15.00 
25 INH C16 -23.13 -17.06 56.23 15.00 
25 INH 017 -23.79 -17.98 55.74 15.00 
25 INH N18 -22.17 -17.29 57.12 15.00 
25 INH C19 -21.81 -18.63 57.60 15.00 
25 INH N20 -23.72 -14.55 56.73 15.00 



in- 
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25 INH C21 -21.96 -18.81 59.10 15 00 

25 INH 022 -21.89 -17.72 59.66 15.00 

25 INH C23 -19.42 -29.07 54.27 15.00 

25 INH C24 -20.11 -28.05 54.90 15.00 

2S INH C25 -19.45 -26.88 55.23 15.00 

25 INH C26 -18.09 -26.70 54.93 15.00 

25 INH C27 -17.41 -27.74 54.30 15.00 

25 INH C28 -18.06 -28.92 53.96 15 00 

25 INH C29 -17.39 -25.41 55.26 15.00 

25 INH O30 -18.05 -24.15 55.06 15 00 

25 INH C31 -19.20 -23.80 55.81 15.00 

25 INH 032 -20.33 -23.84 55.32 15.00 

25 INH C33 -20.15 -23.05 57.92 15.00 

25 INH C34 -20.47 -24.13 58.95 15.00 

25 INH C35 -21.49 -25.18 58.56 15.00 

25 INH C36 -22.36 -24.69 57.40 15.00 

25 INH C37 -20.73 -26.42 58.16 15.00 

25 INH C38 -19.89 -21.74 58.63 15.00 

25 INH 039 -18.75 -21.39 58.90 15.00 

25 INH N40 -20.97 -21.01 58.95 15.00 

25 INH C41 -20.91 -19.72 59.64 15.00 

25 INH N42 -19.01 -23.44 57.08 15.00 

26 TRP N -22.84 -20.77 62.76 15.00 
26 TRP CA -22.76 -22.11 63.33 15.00 
26 TRP CB -21.47 -22.81 62.88 15.00 
26 TRP CG -20.24 -22.16 63.40 15.00 
26 TRP CD2 -19.56 -22.46 64.62 15.00 
26 TRP CE2 -18.51 -21.53 64.75 15.00 
26 TRP CE3 -19.74 -23.42 65.63 15.00 
26 TRP CD1 -19.59 -21.11 62.84 15.00 
26 TRP NE1 -18.55 -20.72 63.65 15.00 
26 TRP CZ2 -17.64 -21.52 65.85 15.00 
26 TRP CZ3 -18.88 -23.42 66.72 15.00 
26 TRP CH2 -17.84 -22.47 66.82 15.00 
26 TRP C -22.82 -22.02 64.87 15.00 

26 TRP 0 -23.31 -22.93 65.53 15.00 

27 ALA N -22.34 -20.92 65.44 15.00 
27 ALA CA -22.36 -20.73 66.89 15.00 
27 ALA CB -21.43 -19.61 67.30 
27 ALA C -23.79 -20.43 67.32 

27 ALA O -24.29 -21.00 68.29 15.00 

28 PHE N -24.48 -19.57 66.58 15.00 
28 PHE CA -25.85 -19.25 66.92 15.00 



15.00 
15.00 
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28 PHE CB -26.38 -18.14 66.01 15.00 

28 PHE CG -25.87 -16.78 66.39 15.00 

28 PHE CD1 -24.63 -16.33 65.94 15.00 

28 PHE CD2 -26.61 -15.96 67.22 15.00 

28 PHE CE1 -24.14 -15.10 66.33 15.00 

28 PHE CE2 -26.11 -14.72 67.62 15.00 

28 PHE CZ -24.88 -14.29 67.17 15.00 

28 PHE C -26.73 -20.49 66.83 15.00 

28 PHE 0 -27.48 -20.80 67.75 15.00 

29 SER N -26.60 -21.24 65.74 15.00 
29 SER CA -27.36 -22.46 65.54 15.00 
29 SER CB -26.91 -23.14 64.25 15.00 
29 SER OG -27.55 -24.39 64.08 15.00 
29 SER C -27.17 -23.43 66.70 15.00 

29 SER O -28.14 -23.89 67.30 15.00 

30 SER N -25.91 -23.75 67.01 15.00 
30 SER CA -25.57 -24.67 68.09 15.00 
30 SER CB -24.06 -24.68 68.33 15.00 
30 SER OG -23.33 -25.06 67.19 15.00 
30 SER C -26.28 -24.24 69.38 15.00 

30 SER 0 -27.01 -25.02 70.01 15.00 

31 VAL N -26.09 -22.97 69.73 15.00 
31 VAL CA -26.67 -22.39 70.93 15.00 
31 VAL CB -26.13 -20.95 71.14 15.00 
31 VAL CGI -27.14 -20.07 71.79 15.00 
31 VAL CG2 -24.87 -20.99 71.99 15.00 
31 VAL C -28.21 -22.46 70.89 15.00 

31 VAL 0 -28.86 -22.68 71.92 15.00 

32 GLY N -28.79 -22.36 69.70 15.00 
32 GLY CA -30.23 -22.42 69.58 15.00 
32 GLY C -30.77 -23.77 69.99 15.00 

32 GLY O -31.84 -23.88 70.58 15.00 

33 ALA N -30.04 -24.83 69.66 15.00 
33 ALA CA -30.46 -26.18 70.01 15.00 
33 ALA CB -29.67 -27.20 69.23 15.00 
33 ALA C -30.27 -26.36 71.50 IS. 00 

33 ALA O -31.10 -26.99 72.17 15.00 

34 LEU N -29.20 -25.80 72.04 15.00 
34 LEU CA -28.91 -25.88 73.47 15.00 
34 LEU CB -27.55 -25.25 73.77 15.00 
34 LEU CG -26.35 -26.14 73.47 15.00 
34 LEU CD1 -25.07 -25.37 73.60 15.00 
34 LEU CD2 -26.34 -27.30 74.42 15.00 
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34 LEU C -30.00 -25.20 74.29 15.00 

34 LEU O -30.37 -25.66 75.38 15.00 

35 GLU N -30.56 -24.10 73.78 15.00 
35 GLU CA -31.61 -23.39 74.49 15.00 
35 GLU CB -31.82 -22.00 73.88 15.00 
35 GLU CG -30.62 -21.08 74.05 15.00 
35 GLU CD -30.60 -19.92 73.08 15.00 
35 GLU OE1 -31.49 -19.83 72.21 15.00 
35 GLU OE2 -29.66 -19.10 73.17 15.00 
35 GLU C -32.91 -24.18 74.47 15.00 

35 GLU O -33.62 -24.26 75.47 15.00 

36 GLY N -33.21 -24.80 73.33 15.00 
36 GLY CA -34.43 -25.58 73.22 15.00 
36 GLY C -34.49 -26.72 74.22 15.00 

36 GLY 0 -35.52 -26.94 74.86 15.00 

37 GLN N -33.38 -27.43 74.36 15.00 
37 GLN CA -33.27 -28.55 75.29 15.00 
37 GLN CB -31.99 -29.34 75.02 15.00 
37 GLN CG -32.04 -30.08 73.69 15.00 
37 GLN CD -33.27 -30.95 73.58 15.00 
37 GLN OE1 -33.55 -31.77 74.45 15.00 
37 GLN NE2 -34.04 -30.77 72.52 15.00 
37 GLN C -33.31 -28.07 76.74 15.00 

37 GLN O -33.94 -28.69 77.60 15.00 

38 LEU N -32.66 -26.94 77.00 15.00 
38 LEU CA -32.66 -26.34 78.34 15.00 
38 LEU CB -31.99 -24.97 78.30 15.00 
38 LEU CG -31.70 -24.28 79.63 15.00 
38 LEU CD1 -30.58 -25.02 80.35 15.00 
38 LEU CD2 -31.32 -22.84 79.40 15.00 
38 LEU C -34.11 -26.19 78.79 15.00 

38 LEU O -34.52 -26.71 79.82 15.00 

39 LYS N -34.91 -25.51 77.97 15.00 
39 LYS CA -36.31 -25.29 78.27 15.00 
39 LYS CB -36.98 -24.53 77.12 15.00 
39'lyS CG -38.48 -24.37 77.25 15.00 
39 LYS CD -38.89 -23.62 78.49 15.00 
39 LYS CE -40.38 -23.44 78.51 15.00 
39 LYS NZ -40.84 -22.84 79.78 15.00 
39 LYS C -37.01 -26.62 78.50 15.00 

39 LYS O -37.78 -26.76 79.44 15.00 

40 LYS N -36.70 -27.62 77.68 15.00 
40 LYS CA -37.32 -28.93 77.83 15.00 
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40 LYS CB -36.78 -29.89 76.76 15.00 

40 LYS CG -37.56 -31.18 76.57 15.00 

40 LYS CD -36.89 -32.09 75.54 15.00 

40 LYS CE -37.73 -33.32 75.24 15.00 

40 LYS NZ -39.05 -32.97 74.63 15.00 

40 LYS C -37.07 -29.52 79.22 15.00 

40 LYS 0 -38.00 -29.92 79.93 15.00 

41 LYS N -35.80 -29.51 79.64 15.00 
41 LYS CA -35.41 -30.07 80.92 15.00 
41 LYS CB -33.92 -30.40 80.91 15.00 
41 LYS CG -33.48 -31.19 79.67 15.00 
41 LYS CD -34.36 -32.41 79.42 15.00 
41 LYS CE -34.05 -33.08 78.08 15.00 
41 LYS NZ -34.99 -34.21 77.78 15.00 
41 LYS C -35.76 -29.21 82.13 15.00 

41 LYS 0 -36.58 -29.61 82.96 15.00 

42 THR N -35.17 -28.02 82.25 15.00 
42 THR CA -35.41 -27.14 83.39 15.00 
42 THR CB -34.27 -26.12 83.52 15.00 
42 THR OG1 -34.29 -25.25 82.38 15.00 
42 THR CG2 -32.94 -26.82 83.57 15.00 
42 THR C -36.72 -26.37 83.39 15.00 

42 THR 0 -37.10 -25.79 84.41 15.00 

43 GLY N -37.40 -26.33 82.25 15.00 
43 GLY CA -38.65 -25.60 82.15 15.00 
43 GLY C -38.47 -24.08 82.03 15.00 

43 GLY O -39.43 -23.33 81.98 15.00 

44 LYS N -37.24 -23.57 82.01 15.00 
44 LYS CA -37.05 -22.13 81.89 15.00 
44 LYS CB -36.55 -21.53 83.20 15.00 
44 LYS CG -37.49 -21.67 84.38 15.00 
44 LYS CD -36.91 -20.99 85.61 15.00 
44 LYS CE -35.68 -21.70 86.11 15.00 
44 LYS NZ -36.03 -23.03 86.65 15.00 
44 LYS C -36.05 -21.83 80.80 15.00 

44 LYS 0 -35.00 -22.48 80.70 15.00 

45 LEU N -36.39 -20.84 79.97 15.00 
45 LEU CA -35.55 -20.41 78.86 15.00 
45 LEU CB -36.43 -19.88 77.73 15.00 
45 LEU CG -35.82 -19.71 76.33 15.00 
45 LEU CD1 -35.62 -21.08 75.69 15.00 
45 LEU CD2 -36.74 -18.87 75.48 15.00 
45 LEU C -34.58 -19.34 79.32 15.00 
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45 LEU O -34.92 -18.47 80.13 15.00 

46 LEU N -33.36 -19.39 78.80 15.00 
46 LEU CA -32.32 -18.44 79.15 15.00 
46 LEU CB -31.47 -19.02 80.28 15.00 
46 LEU CG -30.58 -18.14 81.17 15.00 
46 LEU CD1 -29.23 -17.96 80.55 15 00 
46 LEU CD2 -31.23 -16.81 81.44 15.00 
46 LEU C -31.51 -18.26 77.86 15.00 

46 LEU 0 -31.48 -19.15 77.01 15.00 

47 ASN N -30.92 -17.08 77.67 15 00 
47 ASN CA -30.14 -16.82 76.47 15.00 
47 ASN CB -30.22 -15.35 76.06 15.00 
47 ASN CG -31.33 -15.09 75.06 15 00 
47 ASN OD1 -32.44 -14.74 75.43 15.00 
47 ASN ND2 -31.04 -15.28 73.78 15.00 
47 ASN C -28.69 -17.26 76.64 15.00 
47 ASN O -27.98 -16.75 77.50 15.00 

15.00 
15.00 



48 LEU N -28.27 -18.21 75.82 

48 LEU CA -26.92 -18.73 75.89 
48 LEU CB -26.89 -20.21 75.51 15^00 

15.00 
15.00 



48 LEU CG -27.53 -21.15 76.55 

48 LEU CD1 -27.34 -22.60 76.17 

48 LEU CD2 -26.88 -20.92 77.88 15.00 

48 LEU C -25.93 -17.89 75.07 15.00 

48 LEU 0 -26.32 -17.11 74.20 15.00 

49 SER N -24.64 -18.08 75.35 15.00 
49 SER CA -23.56 -17.34 74.70 15.00 
49 SER CB -22.47 -17.07 75.75 15.00 
49 SER OG -21.31 -16.50 75.18 15.00 
49 SER C -22.92 -17.91 73.43 15.00 

49 SER O -22.16 -18.88 73.48 15.00 

50 PRO N -23.22 -17.30 72.26 15.00 
50 PRO CD -24.28 -16.31 72.02 15.00 
50 PRO CA -22.65 -17.75 70.98 15.00 
50 PRO CB -23.42 -16.92 69.95 15.00 
50 PRO CG -24.70 -16.64 70.62 15.00 
50 PRO C -21.16 -17.38 70.95 15.00 

50 PRO O -20.34 -18.08 70.35 15.00 

51 GLN N -20.81 -16.27 71.59 15.00 
51 GLN CA -19.43 -15.80 71.65 15.00 
51 GLN CB -19.35 -14.43 72.34 15.00 
51 GLN CG -17.95 -13.79 72.39 15.00 
51 GLN CD -17.46 -13.23 71.05 15.00 



lit. 
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PCT/US96717512 



51 GLN OE1 


-18.21 


51 GLN NE2 


-16.19 


51 GLN C 


-18.58 


51 GLN 0 


-17.46 


52 ASN N 


-19.13 


52 ASN CA 


-18.41 


52 ASN CB 


-19.31 


52 ASN CG 


-18.59 


52 ASN OD1 


-19.23 


52 ASN ND2 


-17.27 


52 ASN C 


-17.91 


52 ASN 0 


-16.84 


53 LEU N 


-18.67 


53 LEU CA 


-18.33 


53 LEU CB 


-19.58 


53 LEU CG 


-20.63 


53 LEU CD1 


-21.81 


53 LEU CD2 


-20.01 


53 LEU C 


-17.31 


53 LEU 0 


-16.37 


54 VAL N 


-17.52 


54 VAL CA 


-16.66 


54 VAL CB 


-17.16 


54 VAL CGI 


-16.22 


54 VAL CG2 


-18.57 


54 VAL C 


-15.20 


54 VAL 0 


-14.31 


55 ASP N 


-14.96 


55 ASP CA 


-13.61 


55 ASP CB 


-13.58 


55 ASP CG 


-14.14 


55 ASP OD1 


-14.26 


55 ASP OD2 


-14.45 


55 ASP C 


-13.02 


55 ASP 0 


-11.80 


56 CYS N 


-13.86 


56 CYS CA 


-13.36 


56 CYS C 


-13.29 


56 CYS 0 


-12.43 


56 CYS CB 


-14.10 


56 CYS SG 


-14.21 


57 VAL N 


-14.17 


57 VAL CA 


-14.13 



TABLE HI 

-12.62 70.30 15.00 

-13.42 70.77 15.00 

-16.83 72.38 15.00 

-17.15 71.96 15.00 

-17.42 73.44 15.00 

-18.42 74.24 15.00 

-18.96 75.35 15.00 

-19.90 76.31 15.00 

-20.62 77.07 15.00 

-19.89 76.28 15.00 

-19.55 73.35 15.00 

-20.12 73.59 15.00 

-19.86 72.31 15.00 

-20.90 71.35 15.00 

-21.37 70.60 15.00 

-22.10 71.42 15.00 

-22.44 70.55 15.00 

-23.36 72.01 15.00 

-20.42 70.34 15.00 

-21.13 69.99 15.00 

-19.19 69.87 15.00 

-18.57 68.87 15.00 

-17.14 68.56 15.00 

-16.45 67.59 15.00 

-17.20 68.00 15.00 

-18.52 69.30 15.00 

-18.88 68.53 15.00 

-18.09 70.54 15.00 

-17.98 71.07 15.00 

-16.93 72.18 15.00 

-15.59 71.76 15.00 

-15.33 70.55 15.00 

-14.78 72.67 15.00 

-19.26 71.65 15.00 

-19.39 71.72 15.00 

-20.19 72.09 15.00 

-21.41 72.73 15.00 

-22.71 71.94 15.00 

-23.55 72.20 15.00 

-21.61 74.04 15.00 

-20.10 75.06 15.00 

-22.93 70.96 15.00 

-24.17 70.18 15.00 
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57 VAL CB -15.44 -24.43 69.39 15 00 
57 VAL CGI -15.38 -25.80 68.73 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



57 VAL CG2 -16.63 -24.33 70.30 

57 VAL C -12.97 -24.10 69.19 

57 VAL 0 -13.17 -23.81 68.02 

58 SER N -11.76 -24.40 69.66 
58 SER CA -10.57 -24.35 68.82 
58 SER CB -9.34 -24.73 69.63 
58 SER OG -9.44 -26.08 70.07 
58 SER C -10.65 -25.25 67.61 

58 SER O -9.90 -25.09 66.65 
59GLUN -11.53 -26.25 67.65 15.00 

59 GLU CA -11.69 -27.16 66.53 15.00 
59 GLU CB -12.57 -28.35 66.92 15.00 
59 GLU CG -12.00 -29.23 68.00 15.00 
59 GLU CD -11.98 -28.56 69.36 15.00 
59 GLU OE1 -13.00 -27.95 69.73 15.00 
59 GLU OE2 -10.95 -28.66 70.06 15.00 
59 GLU C -12.30 -26.41 65.35 15.00 

59 GLU 0 -12.28 -26.89 64.22 15.00 

60 ASN N -12.89 -25.26 65.63 15.00 
60 ASN CA -13.53 -24.45 64.61 15.00 
60 ASN CB -14.95 -24.06 65.03 15.00 
60 ASN CG -15.92 -25.21 64.90 15.00 
60 ASN OD1 -17.09 -25.08 65.23 15.00 
60 ASN ND2 -15.45 -26.34 64.38 15.00 
60 ASN C -12.71 -23.22 64.26 15.00 

60 ASN O -11.73 -22.92 64.93 15.00 

61 ASP N -13.13 -22.50 63.23 15.00 
61 ASP CA -12.41 -21.34 62.75 15.00 
61 ASP CB -12.53 -21.28 61.22 15.00 
61 ASP CG -11.20 -21.01 60.53 15.00 
61 ASP OD1 -10.34 -20.32 61.12 15.00 
61 ASP OD2 -11.03 -21.49 59.40 15.00 
61 ASP C -12.80 -19.99 63.35 15.00 

61 ASP O -12.23 -18.95 62.99 15.00 

62 GLY N -13.75 -19.97 64.28 15.00 
62 GLY CA -14.17 -18.71 64.87 15.00 
62 GLY C -15.12 -18.03 63.91 15.00 

62 GLY O -16.13 -18.61 63.51 15.00 

63 CYS N -14.80 -16.81 63.48 15.00 
63 CYS CA -15.65 -16.09 62.52 15.00 
63 CYS C -15.45 -16.63 61.12 15.00 
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63 CYS 0 -16.10 -16.16 60.18 15.00 

63 CYS CB -15.34 -14.59 62.52 15.00 

63 CYS SG -15.84 -13.72 64.03 15.00 

64 GLY N -14.52 -17.56 60.95 15.00 
64 GLY CA -14.26 -18.14 59.65 15.00 
64 GLY C -15.17 -19.33 59.40 15.00 

64 GLY 0 -15.50 -19.67 58.26 15.00 

65 GLY N -15.60 -19.99 60.48 15.00 
65 GLY CA -16.47 -21.14 60.33 15.00 
65 GLY C -16.39 -22.20 61.41 15.00 

65 GLY O -15.56 -22.15 62.31 15.00 

66 GLY N -17.28 -23.18 61.30 15.00 
66 GLY CA -17.31 -24.25 62.27 15.00 
66 GLY C -18.50 -25.16 62.14 15.00 

66 GLY 0 -19.48 -24.83 61.48 15.00 

67 TYR N -18.43 -26.32 62.78 15.00 
67 TYR CA -19.51 -27.30 62.74 15.00 
67 TYR CB -18.97 -28.70 62.45 15.00 
67 TYR CG -18.28 -28.86 61.12 15.00 
67 TYR CD1 -19.02 -29.00 59.94 15.00 
67 TYR CE1 -18.40 -29.23 58.72 15.00 
67 TYR CD2 -16.90 -28.94 61.04 15.00 
67 TYR CE2 -16.26 -29.16 59.82 15.00 
67 TYR CZ -17.02 -29.31 58.67 15.00 
67 TYR OH -16.39 -29.51 57.46 15.00 
67 TYR C -20.17 -27.29 64.10 15.00 

67 TYR O -19.48 -27.14 65.12 15.00 

68 MET N -21.48 -27.47 64.12 15.00 
68 MET CA -22.26 -27.48 65.36 15.00 
68 MET CB -23.76 -27.60 65.07 15.00 
68 MET CG -24.38 -26.42 64.29 15.00 
68 MET SD -23.94 -26.32 62.55 15.00 
68 MET CE -25.16 -27.35 61.83 15.00 
68 MET C -21.81 -28.62 66.27 15.00 

68 MET O -21.63 -28.43 67.47 15.00 

69 THR N -21.58 -29.79 65.68 15.00 
69 THR CA -21.15 -30.96 66.43 15.00 
69 THR CB -20.90 -32.18 65.50 15.00 
69 THR OG1 -20.04 -31.81 64.42 15.00 
69 THR CG2 -22.21 -32.71 64.94 15.00 
69 THR C -19.90 -30.65 67.25 15.00 

69 THR O -19.80 -31.06 68.41 15.00 

70 ASN N -18.98 -29.86 66.69 15.00 
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70 


ASN CA 


70 


ASN CB 


70 


ASN CG 


70 


ASN OD1 


70 


ASN ND2 


70 


ASN C 


70 


ASN 0 


71 


ALA N 


71 


ALA CA 


71 


ALA CB 


71 


ALA C 


71 


ALA 0 


72 


PHE N 


72 


PHE CA 


72 


PHE CB 


72 


PHE CG 


72 


PHE CD1 


72 


PHE CD2 


72 


PHE CE1 


72 


PHE CE2 


72 


PHE CZ 


72 


PHE C 



72 PHE 0 

73 GLN N 
73 GLN CA 
73 GLN CB 
73 GLN CG 
73 GLN CD 
73 GLN OE1 
73 GLN NE2 
73 GLN C 

73 GLN 0 

74 TYR N 
74 TYR CA 
74 TYR CB 
74 TYR CG 
74 TYR CD1 
74 TYR CE1 
74 TYR CD2 
74 TYR CE2 
74 TYR CZ 
74 TYR OH 
74 TYR C 
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-17.74 -29.49 67.37 15.00 
-16.79 -28.76 66.42 15.00 
-16.05 -29.71 65.50 15.00 
-14.84 -29.64 65.39 15.00 
-16.78 -30.58 64.83 15.00 
-18.01 -28.62 68.59 15.00 

-17.32 -28.74 69.60 15.00 

-19.03 -27.77 68.48 15.00 

-19.43 -26.88 69.56 15.00 

-20.37 -25.81 69.04 15.00 

-20.12 -27.68 70.67 15.00 

-20.03 -27.32 71.84 15.00 

-20.85 -28.72 70.28 15.00 

-21.54 -29.59 71.22 15.00 

-22.36 -30.65 70.47 15.00 

-23.54 -30.11 69.74 15.00 

-24.28 -29.06 70.24 15.00 

-23.91 -30.66 68.53 15.00 

-25.36 -28.56 69.55 15.00 

-25.00 -30.17 67.83 15.00 

-25.72 -29.12 68.34 15.00 

-20.46 -30.29 72.05 15.00 

-20.43 -30.18 73.28 15.00 

-19.58 -30.98 71.34 15.00 

-18.47 -31.71 71.92 15.00 

-17.53 -32.13 70.78 15.00 

-16.60 -33.30 71.06 15.00 

-17.31 -34.63 71.03 15.00 

-17.80 -35.13 72.06 15.00 

-17.35 -35.25 69.85 15.00 

-17.74 -30.81 72.93 15.00 

-17.27 -31.26 73.97 15.00 

-17.66 -29.51 72.63 15.00 

-17.00 -28.57 73.51 15.00 

-16.75 -27.21 72.81 15.00 

-16.41 -26.08 73.77 15.00 

-15.19 -26.05 74.43 15.00 

-14.91 -25.06 75.37 15.00 

-17.34 -25.09 74.06 15.00 

-17.07 -24.10 75.00 15.00 

-15.86 -24.09 75.66 15.00 

-15.60 -23.15 76.63 15.00 

-17.75 -28.36 74.82 15.00 
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74 TYR 0 -17.14 -28.37 75.89 15.00 

75 VAL N -19.07 -28.16 74.78 15.00 
75 VAL CA -19.85 -27.94 76.02 15.00 
75 VAL CB -21.30 -27.45 75.73 15.00 
75 VAL CGI -22.06 -27.23 77.04 15.00 
75 VAL CG2 -21.27 -26.15 74.92 15.00 
75 VAL C -19.87 -29.20 76.91 15.00 

75 VAL 0 -20.07 -29.13 78.12 15.00 

76 GLN N -19.65 -30.35 76.29 15.00 
76 GLN CA -19.62 -31.60 77.01 15.00 
76 GLN CB -19.93 -32.73 76.04 15.00 
76 GLN CG -20.02 -34.11 76.67 15.00 
76 GLN CD -19.74 -35.20 75.68 15.00 
76 GLN OE1 -20.14 -35.11 74.52 15.00 
76 GLN NE2 -19.01 -36.22 76.11 15.00 
76 GLN C -18.25 -31.81 77.66 15.00 

76 GLN 0 -18.14 -32.17 78.85 15.00 

77 LYS N -17.18 -31.59 76.89 15.00 
77 LYS CA -15.82 -31.78 77.39 15.00 
77 LYS CB -14.83 -31.98 76.24 15.00 
77 LYS CG -14.56 -30.75 75.41 15.00 
77 LYS CD -13.69 -31.09 74.19 15.00 
77 LYS CE -14.41 -32.05 73.24 15.00 
77 LYS NZ -13.62 -32.45 72.02 15.00 
77 LYS C -15.34 -30.65 78.29 15.00 

77 LYS 0 -14.37 -30.81 79.01 15.00 

78 ASN N -15.97 -29.49 78.22 15.00 
78 ASN CA -15.60 -28.37 79.07 15.00 
78 ASN CB -15.58 -27.07 78.27 15.00 
78 ASN CG -15.38 -25.85 79.16 15.00 
78 ASN OD1 -14.28 -25.58 79.64 15.00 
78 ASN ND2 -16.45 -25.11 79.37 15.00 
78 ASN C -16.62 -28.28 80.20 15.00 

78 ASN 0 -16.36 -27.67 81.23 15.00 

79 ARG N -17.77 -28.91 79.97 15.00 
79 ARG CA -18.89 -28.98 80.92 15.00 
79 ARG CB -18.58 -29.92 82.11 15.00 
79 ARG CG -17.47 -29.49 83.06 15.00 
79 ARG CD -16.62 -30.66 83.51 15.00 
79 ARG NE -17.44 -31.76 84.00 15.00 
79 ARG CZ -17.90 -32.75 83.23 15.00 
79 ARG NH1 -17.60 -32.77 81.93 15.00 
79 ARG NH2 -18.73 -33.66 83.74 15.00 
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79 ARG C -19.45 -27.65 81.39 15.00 

79 ARG O -19.42 -27.31 82.57 15.00 

80 GLY N -20.00 -26.92 80.44 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



80 GLY CA -20.58 -25.63 80.75 
80 GLY C -20.41 -24.62 79.63 

80 GLY 0 -19.39 -24.61 78.93 

81 ILE N -21.44 -23.82 79.44 
81 ILE CA -21.45 -22.77 78.45 
81 ILE CB -22.27 -23.14 77.21 
81 ILE CG2 -23.71 -23.46 77.59 
81 ILE CGI -22.18 -22.01 76.17 15.00 
81 ILE CD1 -22.74 -22.34 74.79 15.00 
81 ILE C -22.09 -21.59 79.18 15.00 

81 ILE O -23.08 -21.77 79.89 15.00 

82 ASP N -21.48 -20.42 79.06 15.00 
82 ASP CA -21.99 -19.22 79.72 15.00 
82 ASP CB -20.95 -18.10 79.68 15.00 
82 ASP CG -19.75 -18.37 80.56 15.00 
82 ASP OD1 -18.66 -17.89 80.20 15.00 
82 ASP OD2 -19.89 -19.03 81.62 15.00 
82 ASP C -23.27 -18.70 79.09 15.00 

82 ASP 0 -23.67 -19.11 78.01 15.00 

83 SER N -23.91 -17.78 79.79 15.00 
83 SER CA -25.12 -17.15 79.30 15.00 
83 SER CB -26.03 -16.79 80.46 15.00 
83 SER OG -25.32 -16.05 81.44 15.00 
83 SER C -24.66 -15.90 78.58 15.00 

83 SER O -23.49 -15.51 78.67 15.00 

84 GLU N -25.57 -15.24 77.87 15.00 
84 GLU CA -25.22 -14.02 77.16 15.00 
84 GLU CB -26.40 -13.50 76.35 15.00 
84 GLU CG -26.09 -12.30 75.46 15.00 
84 GLU CD -25.06 -12.58 74.36 15.00 
84 GLU OE1 -25.03 -13.69 73.78 15.00 
84 GLU OE2 -24.28 -11.66 74.06 15.00 
84 GLU C -24.70 -12.95 78.14 15.00 

84 GLU O -23.64 -12.37 77.92 15.00 

85 ASP N -25.41 -12.69 79.23 15.00 
85 ASP CA -24.95 -11.70 80.20 15.00 
85 ASP CB -25.99 -11.46 81.31 15.00 
85 ASP CG -25.59 -10.32 82.30 15.00 
85 ASP OD1 -26.24 -10.19 83.38 15.00 
85 ASP OD2 -24.66 -9.54 82.02 15.00 
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85 ASP C -23.63 

85 ASP 0 -22.86 

86 ALA N -23.31 
86 ALA CA -22.07 
86 ALA CB -22.24 
86 ALA C -20.90 

86 ALA 0 -19.74 

87 TYR N -21.19 
87 TYR CA -20.14 
87 TYR CB -19.67 
87 TYR CG -18.31 
87 TYR CD1 -17.86 
87 TYR CE1 -16.64 
87 TYR CD2 -17.49 
87 TYR CE2 -16.27 
87 TYR CZ -15.85 
87 TYR OH -14.65 
87 TYR C -20.73 

87 TYR 0 -20.92 

88 PRO N -20.99 
88 PRO CD -20.79 
88 PRO CA -21.57 
88 PRO CB -21.52 
88 PRO CG -21.75 
88 PRO C -20.91 

88 PRO O -19.71 

89 TYR N -21.72 
89 TYR CA -21.30 
89 TYR CB -22.51 
89 TYR CG -22.16 
89 TYR CD1 -21.27 
89 TYR CE1 -20.90 
89 TYR CD2 -22.67 
89 TYR CE2 -22.31 
89 TYR CZ -21.42 
89 TYR OH -21.02 
89 TYR C -20.67 

89 TYR O -21.33 

90 VAL N -19.38 
90 VAL CA -18.66 
90 VAL CB -17.25 
90 VAL CGI -17.32 
90 VAL CG2 -16.37 



TABLE m 

-12.15 80.82 15.00 

-11.34 81.34 15.00 

-13.44 80.74 15.00 

-13.91 81.32 15.00 

-15.30 81.86 15.00 

-13.85 80.35 15.00 

-13.84 80.76 15.00 

-13.82 79.05 15.00 

-13.77 78.03 15.00 

-15.20 77.77 15.00 

-15.36 77.13 15.00 

-14.49 76.13 15.00 

-14.70 75.51 15.00 

-16.43 77.48 15.00 

-16.64 76.86 15.00 

-15.78 75.88 15.00 

-16.03 75.26 15.00 

-13.17 76.75 15.00 

-13.88 75.76 15.00 

-11.84 76.74 15.00 

-10.92 77.87 15.00 

-11.12 75.60 15.00 

-9.66 76.07 15.00 

-9.80 77.54 15.00 

-11.29 74.24 15.00 

-11.56 74.13 15.00 

-11.10 73.21 15.00 

-11.23 71.83 15.00 

-11.59 70.96 15.00 

-12.03 69.56 15.00 

-13.09 69.35 15.00 

-13.46 68.07 15.00 

-11.37 68.45 15.00 

-11.74 67.17 15.00 

-12.78 66.98 15.00 

-13.12 65.72 15.00 

-9.90 71.38 15.00 

-8.86 71.36 15.00 

-9.93 71.05 15.00 

-8.73 70.61 15.00 

-8.65 71.22 15.00 

-8.67 72.73 15.00 

-9.78 70.68 15.00 
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90 VAL C -18.54 -8.62 69.11 15.00 

90 VAL O -17.85 -7.75 68.61 15.00 

91 GLY N -19.14 -9.55 68.39 15.00 
91 GLY CA -19.10 -9.49 66.94 15.00 
91 GLY C -17.76 -9.77 66.31 15.00 

91 GLY O -17.52 -9.39 65.15 15.00 

92 GLN N -16.88 -10.44 67.03 15.00 
92 GLN CA -15.56 -10.77 66.50 15.00 
92 GLN CB -14.74 -9.51 66.31 15.00 
92 GLN CG -14.49 -8.76 67.60 15.00 
92 GLN CD -13.93 -7.40 67.35 15.00 
92 GLN OE1 -12.83 -7.06 67.80 15.00 
92 GLN NE2 -14.67 -6.59 66.60 15.00 
92 GLN C -14.81 -11.73 67.41 15.00 

92 GLN 0 -15.19 -11.95 68.57 15.00 

93 GLU N -13.72 -12.26 66.89 15.00 
93 GLU CA -12.90 -13.22 67.59 15.00 
93 GLU CB -12.01 -13.95 66.59 15.00 
93 GLU CG -12.77 -14.60 65.42 15.00 
93 GLU CD -11.84 -15.07 64.31 15.00 
93 GLU OE1 -10.67 -15.37 64.62 15.00 
93 GLU OE2 -12.27 -15.13 63.13 15.00 
93 GLU C -12.05 -12.56 68.66 15.00 

93 GLU O -11.53 -11.46 68.49 15.00 

94 GLU N -11.92 -13.25 69.78 15.00 
94 GLU CA -11.13 -12.78 70.91 15.00 
94 GLU CB -11.93 -11.79 71.76 15.00 
94 GLU CG -13.39 -12.15 71.95 15.00 
94 GLU CD -14.00 -11.50 73.18 15.00 
94 GLU OE1 -14.15 -10.26 73.18 15.00 
94 GLU OE2 -14.31 -12.24 74.14 15.00 
94 GLU C -10.73 -13.98 71.74 15.00 

94 GLU O -11.15 -15.10 71.47 15.00 

95 SER N -9.88 -13.75 72.73 15.00 
95 SER CA -9.40 -14.80 73.61 15.00 
95 SER CB -8.39 -14.21 74.60 15.00 
95 SER OG -7.22 -13.77 73.94 15.00 
95 SER C -10.57 -15.44 74.35 15.00 

95 SER O -11.48 -14.73 74.82 15.00 

96 CYS N -10.55 -16.77 74.42 15.00 
96 CYS CA -11.59 -17.52 75.13 15.00 
96 CYS C -11.61 -17.01 76.56 15.00 
96 CYS O -10.57 -16.90 77.21 15.00 
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96 CYS CB -11.31 -19.03 75.08 15.00 

96 CYS SG -12.44 -20.07 76.07 15.00 

97 MET N -12.80 -16.65 77.03 15.00 
97 MET CA -12.96 -16.09 78.36 15.00 
97 MET CB -13.24 -14.58 78.26 15.00 
97 MET CG -12.05 -13.75 77.73 15.00 
97 MET SD -12.56 -12.29 76.76 15.00 
97 MET CE -13.48 -11.34 78.03 15.00 
97 MET C -14.07 -16.78 79.14 15.00 

97 MET O -14.87 -16.11 79.82 15.00 

98 TYR N -14.13 -18.10 79.07 15.00 
98 TYR CA -15.15 -18.84 79.78 15.00 
98 TYR CB -15.00 -20.35 79.61 15.00 
98 TYR CG -16.06 -21.14 80.35 15.00 
98 TYR CD1 -17.39 -21.10 79.94 15.00 
98 TYR CE1 -18.38 -21.80 80.65 15.00 
98 TYR CD2 -15.74 -21.90 81.48 15.00 
98 TYR CE2 -16.72 -22.60 82.18 15.00 
98 TYR CZ -18.03 -22.54 81.76 15.00 
98 TYR OH -19.00 -23.23 82.44 15.00 
98 TYR C -15.08 -18.52 81.26 15.00 

98 TYR 0 -14.04 -18.68 81.89 15.00 

99 ASN N -16.19 -18.01 81.79 15.00 
99 ASN CA -16.31 -17.67 83.19 15.00 
99 ASN CB -16.96 -16.29 83.38 15.00 
99 ASN CG -17.25 -15.98 84.84 15.00 
99 ASN OD1 -16.67 -16.58 85.75 15.00 
99 ASN ND2 -18.19 -15.06 85.07 15.00 
99 ASN C -17.20 -18.74 83.81 15.00 
99 ASN O -18.44 -18.61 83.82 15.00 

100 PRO N -16.59 -19.79 84.39 15.00 

100 PRO CD -15.15 -19.84 84.68 15.00 

100 PRO CA -17.29 -20.92 85.02 15.00 

100 PRO CB -16.19 -21.58 85.86 15.00 

100 PRO CG -15.15 -20.47 86.03 15.00 

100 PRO C -18.50 -20.55 85.87 15.00 

100 PRO O -19.48 -21.29 85.92* 15.00 

101 THR N -18.46 -19.40 86.53 15.00 
101 THR CA -19.58 -19.00 87.37 15.00 
101 THR CB -19.22 -17.77 88.22 15.00 
101 THR OG1 -18.93 -16.65 87.36 15.00 
101 THR CG2 -17.99 -18.06 89.08 15.00 
101 THR C -20.81 -18.70 86.52 15.00 
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15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



101 THR 0 -21.94 -19.07 86.88 

102 GLY N -20.59 -18.06 85.37 
102 GLY CA -21.68 -17.73 84.47 
102 GLY C -22.27 -18.92 83.72 

102 GLY O -23.16 -18.73 82.87 

103 LYS N -21.80 -20.14 84.00 
103 LYS CA -22.32 -21.34 83.33 
103 LYS CB -21.70 -22.60 83.93 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



103 LYS CG -22.23 -23.88 83.33 
103 LYS CD -21.78 -25.11 84.11 

103 LYS CE -22.56 -25.26 85.40 

103 LYS NZ -24.02 -25.47 85.12 

103 LYS C -23.83 -21.42 83.45 

103 LYS O -24.39 -21.26 84.53 

104 ALA N -24.50 -21.68 82.34 
104 ALA CA -25.96 -21.77 82.34 
104 ALA CB -26.56 -20.57 81.61 
104 ALA C -26.48 -23.07 81.73 

104 ALA O -27.69 -23.30 81.71 

105 ALA N -25.59 -23.92 81.24 
105 ALA CA -26.02 -25.18 80.65 
105 ALA CB -26.71 -24.94 79.31 
105 ALA C -24.89 -26.20 80.49 

105 ALA O -23.72 -25.84 80.50 

106 LYS N -25.28 -27.46 80.37 
106 LYS CA -24.36 -28.59 80.21 
106 LYS CB -24.28 -29.40 81.51 
106 LYS CG -23.38 -28.89 82.62 
106 LYS CD -23.65 -29.73 83.87 
106 LYS CE -22.48 -29.72 84.85 
106 LYS NZ -21.33 -30.54 84.36 
106 LYS C -24.99 -29.49 79.16 

106 LYS O -26.18 -29.32 78.83 

107 CYS N -24.23 -30.42 78.61 
107 CYS CA -24.77 -31.37 77.64 
107 CYS CB -24.82 -30.77 76.22 
107 CYS SG -23.38 -31.03 75.18 15.00 
107 CYS C -23.93 -32.64 77.72 15.00 

107 CYS O -22.76 -32.59 78.10 15.00 

108 ARG N -24.54 -33.78 77.45 15.00 
108 ARG CA -23.86 -35.07 77.52 15.00 
108 ARG CB -24.60 -35.99 78.50 15.00 
108 ARG CG -26.12 -35.73 78.59 15.00 
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Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor 2,2* -N, N ' -bis- 
benzyloxycarbonyl-L-leucinylcarbohydrazide. 

Residue Atom X Y Z B 



1 


ALA 


CB 


-44.52 


-37.54 


64.26 


15.00 


1 


ALA 


C 


-46.72 


-36.34 


64.48 


15.00 


1 


ALA 


0 


-47.32 


-36.96 


63.59 


15.00 


1 


ALA 


N 


-46.03 


-38.05 


66.17 


15.00 


1 


ALA 


CA 


-45.55 


-36.98 


65.24 


15.00 


2 


PRO 


N 


-47.09 


-35.10 


64.86 


15.00 


2 


PRO 


CD 


-46.48 


-34.27 


65.92 


15.00 


2 


PRO 


CA 


-48.19 


-34.39 


64.20 


15.00 


2 


PRO 


CB 


-48.32 


-33.13 


65.04 


15.00 


2 


PRO 


CG 


-46.89 


-32.89 


65.50 


15.00 


2 


PRO 


C 


-47.85 


-34.05 


62.76 


15.00 


2 


PRO 


0 


-46.73 


-34.29 


62.29 


15.00 


3 


ASP 


N 


-48.84 


-33.52 


62.05 


15.00 


3 


ASP 


CA 


-48.64 


-33.12 


60.66 


15.00 


3 


ASP 


CB 


-49.97 


-33.13 


59.91 


15.00 


3 


ASP 


CG 


-50.31 


-34.49 


59.37 


15.00 


3 


ASP 


OD1 


-50.61 


-34.58 


58.16 


15.00 


3 


ASP 


OD2 


-50.25 


-35.48 


60.14 


15.00 


3 


ASP 


C 


-48.06 


-31.73 


60.63 


15.00 


3 


ASP 


0 


-47.45 


-31.32 


59.63 


15.00 


4 


SER 


N 


-48.18 


-31.03 


61.75 


15.00 


4 


SER 


CA 


-47.72 


-29.67 


61.87 


15.00 


4 


SER 


CB 


-48.86 


-28.74 


61.51 


15.00 


4 


SER 


OG 


-48.48 


-27.37 


61.57 


15.00 


4 


SER 


C 


-47.29 


-29.41 


63.29 


15.00 


4 


SER 


0 


-47.89 


-29.91 


64.23 


15.00 


5 


VAL 


N 


-46.20 


-28.66 


63.43 


15.00 


5 


VAL 


CA 


-45.71 


-28.29 


64.73 


15.00 


5 


VAL 


CB 


-44.98 


-29.44 


65.47 


15.00 


5 


VAL 


CGI 


-43.59 


-29.68 


64.89 


15.00 


5 


VAL 


CG2 


-44.88 


-29.11 


66.96 


15.00 


5 


VAL 


C 


-44.81 


-27.08 


64.62 


15.00 


5 


VAL 


0 


-44.04 


-26.93 


63.66 


15.00 


6 


ASP 


N 


-44.96 


-26.20 


65.59 


15.00 


6 


ASP 


CA 


-44.19 


-24.98 


65.66 


15.00 



WO 97/16177 PCT/US96/17S12 

TABLE IV 



15.00 



6 ASP CB -45.08 -23.81 65 22 

~ 44 ' 31 " 22 - 52 65.06 Is.OO 

15,00 



6 ASP OD1 -43.13 -22.45 65 49 
6 ASP OD2 -44.88 -21.58 64.49 15 '.li 

15.00 
15.00 
15.00 
15.00 



6 ASP C -43.72 -24.81 67.10 

6 ASP 0 -44.50 -24.48 68.00 

7 TYR N -42.42 -25.02 67.31 
7 TYR CA -41.83 -24.90 68.64 
7 TYR CB -40.43 -25.53 68.66 UTo 
7 TYR CG -40.49 -27.05 68.76 15 00 
7 TYR CD1 -40.75 -27.66 69.98 15.00 
7 TYR CE1 -40.88 -29.04 70.08 15 00 
7 TYR CD2 -40.34-27.85 67.63 15.00 
7 TYR CE2 -40.47 -29.24 67.72 15.00 
7 TYR CZ -40.74 -29.83 68.95 15.00 
7 TYR OH -40.89 -31.20 69.06 15.00 
7 TYR C -41.80 -23.47 69.20 15.00 

7 TYR O -41.66 -23.28 70.42 15.00 

8 AR6 N -41.93 -22.48 68.33 15.00 
8 ARG CA -41.95 -21.08 68.77 15.00 
8 ARG CB -42.06 -20.12 67.58 15.00 
8 ARG CG -40.92 -20.21 66.57 15.00 
8 ARG CD -41.19 -19.30 65.38 15.00 
8 ARG NE -42.23 -19.84 64.51 15.00 
8 ARG CZ -42.66 -19.26 63.38 15.00 
8 ARG NH1 -42.13 -18.11 62.97 15.00 
8 ARG NH2 -43.61 -19.84 62.66 15.00 
8 ARG C -43.20 -20.93 69.64 15.00 

8 ARG O -43.18 -20.25 70.68 15.00 

9 LYS N -44.28 -21.58 69.21 15.00 
9 LYS CA -45.54 -21.53 69.92 15.00 
9 LYS CB -46.66 -22.14 69.08 15.00 
9 LYS CG -47.11 -21.26 67.92 15.00 
9 LYS CD -47.98 -22.07 66.95 15.00 
9 LYS CE -48.74 -21.20 65.98 15.00 
9 LYS NZ -49.84 -20.49 66.67 15.00 
9 LYS C -45.45 -22.22 71.27 15.00 
9 LYS O -46.19 -21.88 72.19 15.00 

10 LYS N -44.53 -23.16 71.39 15.00 

10 LYS CA -44.30 -23.91 72.63 15.00 

10 LYS CB -43.82 -25.33 72.30 15.00 

10 LYS CG -44.90 -26.25 71.75 15.00 

10 LYS CD -44.35 -27.64 71.47 15.00 



WO 97/16177 



10 


LYS 


CE 


-45.48 


10 


LYS 


NZ 


-44.99 


10 


LYS 


C 


-43.28 


10 


LYS 


0 


-42.94 


11 


GLY 


N 


-42.75 


11 


GLY 


CA 


-41.77 


11 


GLY 


C 


-40.41 


11 


GLY 


0 


-39.71 


12 


TYR 


N 


-40.02 


12 


TYR 


CA 


-38.73 


12 


TYR 


CB 


-38.86 


12 


TYR 


CG 


-39.47 


12 


TYR 


CD1 


-40.56 


12 


TYR 


CE1 


-41.12 


12 


TYR 


CD2 


-38.94 


12 


TYR 


CE2 


-39.49 


12 


TYR 


CZ 


-40.58 


12 


TYR 


OH 


-41.10 


12 


TYR 


C 


-37.73 


12 


TYR 


0 


-36.65 


13 


VAL 


N 


-38.08 


13 


VAL 


CA 


-37.21 


13 


VAL 


CB 


-37 . 82 


13 


VAL 


CGI 


-36.75 


13 


VAL 


CG2 


-38.52 


13 


VAL 


C 


-36.93 


13 


VAL 


0 


-37.86 


14 


THR 


N 


-35.66 


14 


THR 


CA 


-35.29 


14 


THR 


CB 


-33.84 


14 


THR 


OGl 


-32.91 


14 


THR 


CG2 


-33.67 


14 


THR 


C 


-35.46 


14 


THR 


0 


-35.55 


15 


PRO 


N 


-35.49 


15 


PRO 


CD 


-35.39 


15 


PRO 


CA 


-35.65 


15 


PRO 


CB 


-35.71 


15 


PRO 


CG 


-34.93 


15 


PRO 


C 


-34.54 


15 


PRO 


0 


-33.45 


16 


VAL 


N 


-34.85 


16 


VAL 


CA 


-33.94 



PCTAJS96/17512 

TABLE IV 

-28.63 71.20 15.00 

-30.01 70.87 15.00 

-23.22 73.53 15.00 

-23.73 74.60 15.00 

-22.09 73.09 15.00 

-21.37 73.88 15.00 

-22.04 73.97 15.00 

-21.91 74.97 15.00 

-22.75 72.92 15.00 

-23.41 72.89 15.00 

-24.81 72.29 15.00 

-25.86 73.18 15.00 

-25.59 73.99 15.00 

-26.56 74.81 15.00 

-27.15 73.21 15.00 

-28.14 74.02 15.00 

-27.84 74.82 15.00 

-28.81 75.64 15.00 

-22.62 72.04 15.00 

-23.14 71.72 15.00 

-21.39 71.66 15.00 

-20.59 70.80 15.00 

-20.46 69.40 15.00 

-20.07 68.38 15.00 

-21.73 69.02 15.00 

-19.17 71.30 15.00 

-18.42 71.61 15.00 

-18.79 71.34 15.00 

-17.45 71.78 15.00 

-17.40 72.32 15.00 

-17.76 71.28 15.00 

-18.33 73.52 15.00 

-16.52 70.59 15.00 

-16.96 69.46 15.00 

-15.20 70.84 15.00 

-14.48 72.12 15.00 

-14.27 69.72 15.00 

-12.90 70.42 15.00 

-13.12 71.67 15.00 

-14.35 68.69 15.00 

-14.89 68.95 15.00 

-13.85 67.50 15.00 

-13.84 66.37 15.00 



WO 97/16177 PCT/US96/17512 

TABLE IV 



15.00 
15.00 
15.00 



16 VAL CB -34.68 -13.41 65.08 

16 VAL CGI -33.72 -13.35 63.90 

16 VAL CG2 -35.82 -14.39 64.78 

16 VAL C -32.71 -12.94 66.61 15.*00 

16 VAL 0 -32.84 -11.79 67.04 15.00 
17LYSN -31.54 -13. SO 66.33 15.00 

17 LYS CA -30.27 -12.80 66.48 15.00 
17 LYS CB -29.26 -13.70 67.22 15 00 
17 LYS CG -29.85 -14.45 68.41 15.00 
" LYS C ° " 30 ' 15 ~ 13 - 52 6 9-56 15.00 

15.00 



17 LYS CE -31.10 -14.14 70.58 
17 LYS NZ -30.73 -15.52 70.94 Is.'w 

15.00 
15.00 
15.00 
15.00 



17 LYS C -29.70 -12.43 65.09 

17 LYS 0 -30.25 -12.81 64.05 

18 ASN N -28.59 -11.71 65.10 
18 ASN CA -27.93 -11.24 63.89 
18 ASN CB -28.25 -9.75 63.69 15.00 
18 ASN CG -27.74 -9.21 62.37 15.00 
18 ASN OD1 -27.34 -9.95 61.49 15.00 
18ASNND2 -27.75 -7.90 62.24 15.00 
18 ASN C -26.41 -11.47 63.99 15.00 

18 ASN O -25.70 -10.74 64.68 15.00 

19 GLN N -25.92 -12.47 63.27 15.00 
19 GLN CA -24.50 -12.81 63.27 15.00 
19 GLN CB -24.23 -14.05 62.39 15.00 
19 GLN CG -24.59 -13.91 60.91 15.00 
19 GLN CD -24.31 -15.17 60.10 15.00 
19 GLN OE1 -25.15 -16.06 60.00 15 00 
19GLNNE2 -23.13 -15.23 59.50 15.00 
19 GLN C -23.59 -11.65 62.84 15.00 

19 GLN O -22.45 -11.56 63.30 15.00 

20 GLY N -24.09 -10.77 61.99 15.00 
20 GLY CA -23.28 -9.65 61.53 15.00 
20 GLY C -22.31 -10.07 60.45 15.00 

20 GLY O -22.59 -10.98 59.67 15.00 

21 GLN N . -21.15 -9.43 60.41 -15.00 
21 GLN CA -20.14 -9.75 59.41 15.00 
21 GLN CB -19.40 -8.48 58.96 15.00 
21 GLN CG -20.22 -7.59 58.06 15.00 
21 GLN CD -20.48 -8.23 56.69 15.00 
21 GLN OE1 -19.88 -9.26 56.33 15.00 
21 GLN NE2 -21.37 -7.60 55.90 15.00 
21 GLN C -19.15 -10.78 59.98 15.00 



TABLE IV 



21 


GLN 


0 


-17.95 


-10 


.51 


60.13 


15.00 


22 


CYS 


N 


-19.68 


-11 


.95 


60.30 


15.00 


22 


CYS 


CA 


-18.90 


-13 


.04 


60.86 


15.00 


22 


CYS 


C 


-19.59 


-14 


.32 


60.46 


15.00 


22 


CYS 


0 


-20.82 


-14 


.40 


60.50 


15.00 


22 


CYS 


CB 


-18.83 


-12 


.90 


62.40 


15.00 


22 


CYS 


SG 


-18.13 


-14 


.32 


63.33 


15.00 


23 


GLY 


N 


-18.81 


-15 


.30 


60.03 


15.00 


23 


GLY 


CA 


-19.36 


-16 


.58 


59.63 


15.00 


23 


GLY 


C 


-19.61 


-17 


.48 


60.83 


15.00 


23 


GLY 


0 


-19.23 


-18. 


.65 


60.84 


15.00 


24 


SER 


N 


-20.32 


-16. 


.94 


61.82 


15.00 


24 


SER 


CA 


-20.63 


-17. 


.67 


63.03 


15.00 


24 


SER 


CB 


-20.58 


-16. 


.71 


64.22 


15.00 


24 


SER 


OG 


-21.38 


-15. 


.58 


64.00 


15.00 


24 


SER 


C 


-22.00 


-18. 


.34 


62.98 


15.00 


24 


SER 


0 


-22.52 


-18. 


.78 


64.01 


15.00 


25 


CYS 


N 


-22.59 


-18. 


.45 


61.79 


15.00 


25 


CYS 


CA 


-23.90 


-19. 


08 


61.65 


15.00 


25 


CYS 


CB 


-24.31 


-19. 


,15 


60.17 


15.00 


25 


CYS 


SG 


-23.12 


-20. 


00 


59.06 


15.00 


25 


CYS 


C 


-23.95 


-20. 


47 


62.29 


15.00 


25 


CYS 


0 


-24.95 


-20. 


85 


62.89 


15.00 


25 


INH 


CI 


-28.28 


-9. 


31 


55.94 


15.00 


25 


INH 


C2 


-28.07 


-9. 


03 


57.30 


15.00 


25 


INH 


C3 


-27.11 


-9. 


78 


58.03 


15.00 


25 


INH 


C4 


-26.37 


-10. 


78 


57.40 


15.00 


25 


INH 


C5 


-26.59 


-11. 


05 


56.05 


15.00 


25 


INH 


C6 


-27.54 


-10. 


32 


55.31 


15.00 


25 


INH 


C7 


-25.31 


-11. 


54 


58.16 


15.00 


25 


INH 


08 


-24.19 


-11. 


68 


57.24 


15.00 


25 


INH 


C9 


-23.29 


-12. 


79 


57.20 


15.00 


25 


INH 


01 0 


-22.50 


-12. 


99 


58.13 


15.00 


25 


INH 


Cll 


-22.45 


-14. 


71 


55.88 


15.00 


25 


INH 


C12 


-21.05 


-14. 


47 


56.48 


15.00 


25 


INH 


C13 


-20.11 


-13. 


38 


55.92 


15.00 


25 


INH 


C14 


-19.15 


-12. 


91 


57. 01 


15.00 


25 


INH 


C15 


-20.83 


-12. 


17 


55.23 


15.00 


25 


INH 


C16 


-23.00 


-16. 


06 


56.34 


15.00 


25 


INH 


017 


-24.16 


-16. 


15 


56.75 


15.00 


25 


INH 


N18 


-22.19 


-17. 


17 


56.30 


15.00 


25 


INH 


N19 


-22.62 


-18. 


S3 


56.74 


15.00 


25 


INH 


N20 


-23.34 


-13. 


55 


56.10 


15.00 



ft* 



25 


INH C21 


-22.09 


25 


INH 022 


-22.10 


25 


INH C23 


-12.78 


25 


INH C24 


-13.75 


25 


INH C25 


-14.61 


25 


INH C26 


-14.52 


25 


INH C27 


-13.54 


25 


INH C28 


-12.67 


25 


INH C29 


-15.45 


25 


INH 030 


-16.52 


25 


INH C31 


-17.56 


25 


INH 032 


-17.32 


25 


INH C33 


-19.95 


25 


INH C34 


-21.23 


25 


INH C35 


-21.11 


25 


INH C36 


-22.32 



25 INH C37 -20.84 

25 INH C38 -20.07 

25 INH 039 -19.74 

25 INH N40 -20.56 

25 INH N41 -20.70 

25 INH N42 -18.78 

26 TOP N -22.83 
26 TOP CA -22.70 
26 TOP CB -21.33 



26 


TOP CG 


-20.12 


26 


TOP CD2 


-19.43 


26 


TOP CE2 


-18.42 


26 


TOP CE3 


-19.58 


26 


TOP CD1 


-19.50 


26 


TOP NE1 


-18.48 


26 


TOP CZ2 


-17.56 


26 


TOP CZ3 


-18.73 


26 


TOP CH2 


-17.73 


26 


TOP C 


-22.87 


26 


TOP 0 


-23.46 


27 


ALA N 


-22.37 


27 


ALA CA 


-22.43 


27 


ALA CB 


-21.53 


27 


ALA C 


-23.87 


27 


ALA 0 


-24.34 


28 


PHE N 


-24.55 


28 


PHE CA 


-25.94 



TABLE IV 

-18.85 58.14 15.00 
-17.80 58.75 15.00 
-27.30 59.77 15. 00 
-26.80 60.62 15.00 

-25.79 60.17 15.00 

-25.29 58.88 15.00 

-25.80 58.03 15.00 

-26.81 58.47 15. 00 

-24.21 58.40 15.00 

-24.58 57.49 15.00 

-23.66 57.05 15.00 

-22.74 56.27 15.00 

-23.09 57.18 15.00 

-23.90 57.35 15.00 

-25.25 58.03 15.00 

-25.59 58.89 15.00 

-26.31 56.99 15.00 

-21.83 58.03 15.00 

-21.86 59.22 15.00 

-20.70 57.43 15.00 

-19.44 58.21 15.00 

-23.90 57.54 15.00 

-21.19 62.21 15.00 

-22.53 62.79 15.00 

-23.13 62.41 15.00 

-22.32 62.88 15.00 

-22.44 64.14 15.00 

-21.46 64.16 15.00 

-23.27 65.26 15.00 

-21.31 62.20 15.00 

-20.79 62.96 15.00 

-21.29 65.25 15.00 

-23.10 66.34 15.00 

-22.11 66.33 15.00 

-22.47 64.31 15.00 

-23.36 64.91 15.00 

-21.39 64.90 15.00 

-21.17 66.34 15.00 

-20.00 66.72 15.00 

-20.90 66.77 15.00 

-21.42 67.78 15.00 

-20.06 65.99 15.00 

-19.71 66.23 15.00 



WO 97/16177 



TABLE IV 



PCT/US96/17512 



28 


PHE 


CB 


-26.38 


28 


PHE 


CG 


-25.85 


28 


PHE 


CD1 


-24.59 


28 


PHE 


CD2 


-26.60 


28 


PHE 


CE1 


-24.08 


28 


PHE 


CE2 


-26.09 


28 


PHE 


CZ 


-24.83 


28 


PHE 


c 


-26.86 


28 


PHE 


0 


-27.82 


29 


SER 


N 


-26.54 


29 


SER 


CA 


-27.33 


29 


SER 


CB 


-26.85 


29 


SER 


OG 


-27.55 


29 


SER 


C 


-27.19 


29 


SER 


O 


-28.19 


30 


SER 


N 


-25.95 


30 


SER 


CA 


-25.63 


30 


SER 


CB 


-24.12 


30 


SER 


OG 


-23.34 


30 


SER 


C 


-26.36 


30 


SER 


0 


-27.02 


31 


VAL 


N 


-26.16 


31 


VAL 


CA 


-26.76 


31 


VAL 


CB 


-26.31 


31 


VAL 


CGI 


-27.42 


31 


VAL 


CG2 


-25.08 


31 


VAL 


C 


-28.28 


31 


VAL 


0 


-28.87 


32 


GLY 


N 


-28.89 


32 


GLY 


CA 


-30.32 


32 


GLY 


C 


-30.79 


32 


GLY 


0 


-31.80 


33 


ALA 


N 


-30.03 


33 


ALA 


CA 


-30.35 


33 


ALA 


CB 


-29.44 


33 


ALA 


C 


-30.24 


33 


ALA 


O 


-31.11 


34 


LEU 


N 


-29.17 


34 


LEU 


CA 


-28.96 


34 


LEU 


CB 


-27.61 


34 


LEU 


CG 


-26.39 


34 


LEU CD1 


-25.12 


34 


LEU 


CD2 


-26.27 



-18.58 65.29 15.00 

-17.23 65.70 15.00 

-16.81 65.30 15.00 

-16.39 66.52 15.00 

-15.57 65.70 15.00 

-15.15 66.93 15.00 

-14.74 66.52 15.00 

-20.93 66.07 15.00 

-21.10 66.82 15.00 

-21.81 65.13 15.00 

-23.01 64.93 15.00 

-23.73 63.66 15.00 

-24.93 63.47 15.00 

-23.93 66.16 15.00 

-24.39 66.71 15.00 

-24.16 66.59 15.00 

-25.00 67.75 15.00 

-24.97 68.04 15.00 

-25.28 66.91 15.00 

-24.51 68.98 15.00 

-25.26 69.69 15.00 

-23.23 69.26 15.00 

-22.55 70.39 15.00 

-21.07 70.38 15.00 

-20.13 70.84 15.00 

-20.92 71.26 15.00 

-22.70 70.37 15.00 

-23.11 71.37 15.00 

-22.44 69.22 15.00 

-22.56 69.08 15.00 

-23.96 69.45 15.00 

-24.12 70.14 15.00 

-24.96 69.01 15.00 

-26.35 69.30 15.00 

-27.29 68.48 15.00 

-26.64 70.80 15.00 

-27.29 71.38 15.00 

-26.15 71.42 15.00 

-26.37 72.84 15.00 

-25.82 73.28 15.00 

-26.66 72.87 15.00 

-25.82 72.89 15.00 

-27.87 73.78 15.00 
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TABLE IV 



PCT/US96/17512 



34 LEU C 

34 LEU O 

35 GLU N 
35 GLU CA 
35 GLU CB 
35 GLU CG 
35 GLU CD 
35 GLU OE1 
35 GLU OE2 
35 GLU C 

35 GLU O 

36 GLY N 
36 GLY CA 
36 GLY C 

36 GLY O 

37 GLN N 
37 GLN CA 
37 GLN CB 
37 GLN CG 
37 GLN CD 
37 GLN OE1 
37 GLN NE2 
37 GLN C 

37 GLN O 

38 LEU N 
38 LEU CA 
38 LEU CB 
38 LEU CG 
38 LEU CD1 
38 LEU CD2 
38 LEU C 

38 LEU O 

39 LYS N 
39 LYS CA 
39 LYS CB 
39 LYS CG 
39 LYS CD 
39 LYS CE 
39 LYS NZ 
39 LYS C 

39 LYS O 

40 LYS N 
40 LYS CA 



-30.09 

-30.62 

-30.48 

-31.55 

-31.70 

-30.49 

-30.59 

-31.42 

-29.81 

-32.89 

-33.66 

-33.16 

-34.41 

-34.42 

-35.32 

-33.35 

-33.18 

-31.95 

-32.01 

-33.22 

-33.31 

-34.16 

-33.10 

-33.70 

-32.38 

-32.27 

-31.39 

-31.34 

-30.49 

-30.79 

-33.65 

-33.97 

-34.45 

-35.81 

-36.42 

-37.63 

-38.88 

-39.79 

-39.99 

-36.61 

-37.28 

-36.48 

-37.19 



-25.73 

-26.34 

-24.53 

-23.78 

-22.41 

-21.53 

-20.25 

-20.17 

-19.32 

-24.52 

-24.41 

-25.25 

-25.97 

-27.05 

-27.13 

-27.86 

-28.95 

-29.77 

-30.34 

-31.25 

-32.35 

-30.78 

-28.48 

-29.09 

-27.39 

-26.87 

-25.63 

-25.01 

-25.87 

-23.61 

-26.51 

-26.73 

-25.90 

-25.51 

-24.72 

-23.88 

-24.71 

-24.14 

-22.66 

-26.78 

-26.89 

-27.75 

-29.01 



73.66 

74.59 

73.25 

73.90 

73.25 

73.41 

72.60 

71.67 

72.90 

73.87 

74.81 

72.79 

72.72 

73.78 

74.61 

73.77 

74.71 

74.32 

72.91 

72.69 

73.26 

71.87 

76.17 

77.06 

76.40 

77.75 

77.79 

79.18 

80.11 

79.08 

78.26 

79.43 

77.38 

77.72 

76.55 

76.91 

77.08 

78.15 

78.01 

78.00 

79.04 

77.11 

77.23 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 . 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



(So 
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TABLE IV 

40 LYS CB -36.93 -29.90 76.01 15.00 

40 LYS CG -37.84 -31.13 75.91 15.00 

40 LYS CD -37.59 -31.87 74.60 15.00 

40 LYS CE -37.06 -33.28 74.85 15.00 

40 LYS NZ -36.36 -33.87 73.66 15.00 

40 LYS C -36.82 -29.76 78.51 15.00 

40 LYS O -37.69 -30.36 79.16 15.00 

41 LYS N -35.55 -29.66 78.92 15.00 
41 LYS CA -35.08 -30.37 80.10 15.00 
41 LYS CB -33.60 -30.71 79.95 15.00 
41 LYS CG -33.12 -31.74 80.95 15.00 
41 LYS CD -31.66 -32.10 80.76 15.00 
41 LYS CE -31.18 -33.02 81.87 15.00 
41 LYS NZ -31.86 -34.35 81.80 15.00 
41 LYS C -35.32 -29.68 81.45 15.00 

41 LYS 0 -35.76 -30.32 82.40 15.00 

42 THR N -35.04 -28.38 81.51 15.00 
42 THR CA -35.19 -27.62 82.75 15.00 
42 THR CB -34.00 -26.66 82.95 15.00 
42 THR OG1 -34.10 -25.58 82.01 15.00 
42 THR CG2 -32.68 -27.39 82.71 15.00 
42 THR C -36.46 -26.78 82.86 15.00 

42 THR O -36.86 -26.41 83.96 15.00 

43 GLY N -37.04 -26.42 81.73 15.00 
43 GLY CA -38.24 -25.60 81.75 15.00 
43 GLY C -37.95 -24.12 81.59 15.00 

43 GLY 0 -38.88 -23.31 81.62 15.00 

44 LYS N -36.67 -23.75 81.48 15.00 
44 LYS CA -36.28 -22.35 81.31 15.00 
44 LYS CB -35.14 -21.96 82.26 15.00 
44 LYS CG -35.58 -21.64 83.67 15.00 
44 LYS CD -35.80 -22.90 84.47 15.00 
44 LYS CE -34.48 -23.49 84.91 15.00 
44 LYS NZ -33.81 -22.59 85.90 15.00 
44 LYS C -35.82 -22.07 79.87 15.00 

44 LYS 0 -35.33 -22.95 79.19 15.00 

45 LEU N -35.97 -20.82 79.44 15.00 
45 LEU CA -35.56 -20.40 78.11 15.00 
45 LEU CB -36.79 -20.00 77.26 15.00 
45 LEU CG -36.54 -19.61 75.80 15.00 
45 LEU CD1 -36.32 -20.88 74.98 15.00 
45 LEU CD2 -37.71 -18.81 75.22 15.00 
45 LEU C -34.65 -19.18 78.26 15.00 
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45 LEU O 

46 LEU N 
46 LEU CA 
46 LEU CB 
46 LEU CG 
46 LEU CD1 
46 LEU CD2 
46 LEU C 

46 LEU O 

47 ASN N 
47 ASN CA 
47 ASN CB 
47 ASN CG 
47 ASN OD1 
47 ASN ND2 
47 ASN C 

47 ASN 0 

48 LEU N 
48 LEU CA 
48 LEU CB 
48 LEU CG 
48 LEU CD1 
48 LEU CD2 
48 LEU C 

48 LEU 0 

49 SER N 
49 SER CA 
49 SER CB 
49 SER OG 
49 SER C 

49 SER O 

50 PRO N 
50 PRO CD 
50 PRO CA 
50 PRO CB 
50 PRO CG 
50 PRO C 

50 PRO O 

51 GLN N 
51 GLN CA 
51 GLN CB 
51 GLN CG 
51 GLN CD 



-35.09 

-33.36 

-32.41 

-31.64 

-30.80 

-31.61 

-30.27 

-31.46 

-31.39 

-30.79 

-29.86 

-29.74 

-31.07 

-31.74 

-31.50 

-28.51 

-27.91 

-28.07 

-26.77 

-26.81 

-27.74 

-27.67 

-27.37 

-25.77 

-26.17 

-24.50 

-23.45 

-22.32 

-21.28 

-22.83 

-22.08 

-23.10 

-24.13 

-22.50 

-23.27 

-24.58 

-21.01 

-20.16 

-20.70 

-19.34 

-19.32 

-18.00 

-17.72 



-18.11 

-19.38 

-18.30 

-18.25 

-19.34 

-20.01 

-20.35 

-18.38 

-19.40 

-17.27 

-17.18 

-15.73 

-15.14 

-15.64 

-14.13 

-17.75 

-17.37 

-18.74 

-19.34 

-20.84 

-21.60 

-23.09 

-21.30 

-18.57 

-17.88 

-18.67 

-17.92 

-17.62 

-16.87 

-18.44 

-19.40 

-17.78 

-16.75 

-18.23 

-17.43 

-17.10 

-17.85 

-18.58 

-16.70 

-16.20 

-14.84 

-14.10 

-13.59 



78.69 

78.00 

78.06 

79.40 

80.08 

81.15 

79.09 

76.86 

76.17 

76.59 

75.47 

75.04 

74.66 

73.75 

75.39 

75.81 

76.81 

75.05 

75.27 

74.95 

75.90 

75.67 

77.33 

74.42 

73.47 

74.76 

74.09 

75.08 

74.48 

72.80 

72.82 

71.67 

71.42 

70.41 

69.35 

70.04 

70.42 

69.92 

71.03 

71.12 

71.83 

71.73 

70.34 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

IS. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



TABLE IV 



51 GLN OE1 
51 GLN NE2 
51 GLN C 

51 GLN O 

52 ASN N 
52 ASN CA 
52 ASN CB 
52 ASN CG 
52 ASN OD1 
52 ASN ND2 
52 ASN C 

52 ASN O 

53 LEU N 
53 LEU CA 
53 LEU CB 
53 LEU CG 
53 LEU CD1 
53 LEU CD2 
53 LEU C 

53 LEU 0 

54 VAL N 
54 VAL CA 
54 VAL CB 
54 VAL CGI 
54 VAL CG2 
54 VAL C 

54 VAL 0 

55 ASP N 
55 ASP CA 
55 ASP CB 
55 ASP CG 
55 ASP OD1 
55 ASP OD2 
55 ASP C 

55 ASP O 

56 CYS N 
56 CYS CA 
56 CYS C 
56 CYS 0 
56 CYS CB 

56 CYS SG 

57 VAL N 
57 VAL CA 



-18.55 

-16.55 

-18.45 

-17.28 

-19.01 

-18.28 

-19.24 

-18.54 

-19.19 

-17.24 

-17.74 

-16.55 

-18.60 

-18.22 

-19.47 

-20.37 

-20.05 

-21.83 

-17.18 

-16.17 

-17.44 

-16.55 

-17.03 

-15.96 

-18.28 

-15.10 

-14.19 

-14.90 

-13.56 

-13.56 

-14.04 

-14.02 

-14.43 

-12.93 

-11.72 

-13.76 

-13.26 

-13.18 

-12.34 

-14.03 

-14.05 

-14.03 

-14.00 



-12.90 

-13.90 

-17.21 

-17.39 

-17.87 

-18.88 

-19.57 

-20.47 

-20.95 

-20.70 

-19.88 

-20.22 

-20.31 

-21.26 

-21.70 

-22 . 81 

-23.13 

-22.41 

-20.69 

-21.33 

-19.48 

-18.82 

-17.36 

-16.58 

-17.40 

-18.79 

-19.17 

-18.37 

-18.26 

-17.25 

-15.87 

-15.54 

-15.10 

-19.55 

-19.70 

-20.47 

-21.69 

-23.02 

-23.86 

-21.89 

-20.41 

-23.22 

-24.47 



69.73 

69.82 

71.86 

71.50 

72.87 

73 . 62 

74.60 

75.63 

76.57 

75.48 

72.59 

72.60 

71.68 

70.64 

69.86 

70.42 

71.87 

70.22 

69.68 

69.40 

69.18 

68.23 

67.92 

67.19 

67.05 

68.72 

67.98 

69.96 

70.51 

71.67 

71.27 

70.06 

72.18 

71.04 

71.00 

71.50 

72.14 

71.37 

71.72 

73.45 

74.53 

70.37 

69.62 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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57 VAL CB 
57 VAL CGI 
57 VAL CG2 
57 VAL C 

57 VAL O 

58 SER N 
58 SER CA 
58 SER CB 
58 SER OG 
58 SER C 

58 SER 0 

59 GLU N 
59 GLU CA 
59 GLU CB 
59 GLU CG 
59 GLU CD 
59 GLU OE1 
59 GLU OE2 
59 GLU C 

59 GLU O 

60 ASN N 
60 ASN CA 
60 ASN CB 
60 ASN CG 
60 ASN OD1 
60 ASN ND2 
60 ASN C 

60 ASN O 

61 ASP N 
61 ASP CA 
61 ASP CB 
61 ASP CG 
61 ASP OD1 
61 ASP OD2 
61 ASP C 

61 ASP O 

62 GLY N 
62 GLY CA 
62 GLY C 

62 GLY O 

63 CYS N 
63 CYS CA 
63 CYS C 



TABLE 

-15.34 -24.76 
-15.38 -26.20 
-16.52 -24.51 
-12.80 -24.45 
-12.85 -23.83 
-11.72 -25.10 
-10.48 -25.16 
-9.34 -25.68 
-9.70 -26.91 
-10.53 -25.97 
-9.67 -25.81 
-11.49 -26.88 
-11.62 -27.68 
-12.33 -29.00 
-11.57 -29.96 
-11.66 -29.59 
-10.69 -29.88 
-12.69 -29.03 
-12.37 -26.89 
-12.48 -27.34 
-12.91 -25.73 
-13.65 -24.87 
-14.99 -24.44 
-16.08 -25.51 
-17.16 -25.38 
-15.79 -26.55 
-12.81 -23.65 
-11.76 -23.44 
-13.28 -22.85 
-12.53 -21.67 
-12.22 -21.74 
-11.54 -23.04 
-12.02 -23.72 
-10.54 -23.41 
-13.13 -20.31 
-12.89 -19.32 
-13.88 -20.27 
-14.48 -19.03 
-15.34 -18.30 
-16.37 -18.81 
-14.96 -17.07 
-15.71 -16.28 
-15.49 -16.79 



68.86 15.00 

68.38 15.00 

69.77 15.00 

68.66 15.00 

67.60 15.00 

69.08 15.00 

68.32 15.00 

69.21 15.00 

69.82 15.00 

67.03 15.00 

66.17 15.00 

66.92 15.00 

65.70 15.00 

65.99 15.00 

66.92 15.00 

68.40 15.00 

69.12 15.00 

68.85 15.00 

64.62 15.00 

63.49 15.00 
64.98 15.00 
64.06 15.00 
64.66 15.00 
64.51 15.00 
65.08 15.00 
63.74 15.00 

63.73 15.00 
64.35 15.00 
62.78 15.00 
62.38 15.00 
60.88 15.00 

60.50 15.00 
59.56 15.00 
61.16 15.00 

62.74 15.00 
62.04 15.00 
63.83 15.00 
64.30 15.00 
63.30 15.00 
62.87 15.00 
62.96 15.00 
61.99 15.00 
60.56 15.00 



1^ 
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63 


CYS 0 


-16.19 


63 


CYS CB 


-15.37 


63 


CYS SG 


-16.14 


64 


GLY N 


-14.55 


64 


GLY CA 


-14.27 


64 


GLY C 


-15.11 


64 


GLY 0 


-14.95 


65 


GLY N 


-15.94 


65 


GLY CA 


-16.78 


65 


GLY C 


-16.54 


65 


GLY 0 


-15.54 


66 


GLY N 


-17.44 


66 


GLY CA 


-17.29 


66 


GLY C 


-18.41 


66 


GLY 0 


-19.25 


67 


TYR N 


-18.41 


67 


TYR CA 


-19.42 


67 


TYR CB 


-18.78 


67 


TYR CG 


-18.30 


67 


TYR CD1 


-19.02 


67 


TYR CE1 


-18.62 


67 


TYR CD2 


-17.15 


67 


TYR CE2 


-16.74 


67 


TYR CZ 


-17.48 


67 


TYR OH 


-17 . 12 


67 


TYR C 


-20.12 


67 


TYR 0 


-19.48 


68 


MET N 


-21.43 


68 


MET CA 


-22.22 


68 


MET CB 


-23.72 


68 


MET CG 


-24.26 


68 


MET SD 


-24.05 


68 


MET CE 


-25.42 


68 


MET C 


-21.84 


68 


MET 0 


-21.89 


69 


THR N 


-21.48 


69 


THR CA 


-21.08 


69 


THR CB 


-20.80 


69 


THR OG1 


-20.08 


69 


THR CG2 


-22.12 


69 


THR C 


-19.82 


69 


THR 0 


-19.67 


70 


ASN N 


-18.94 



TABLE IV 

-16.39 59.63 15.00 

-14.79 62.10 15.00 

-13.94 63.53 15.00 

-17.71 60.41 15.00 

-18.27 59.10 15.00 

-19.50 58.79 15.00 

-20.10 57.73 15.00 

-19.92 59.74 15.00 

-21.08 59.52 15.00 

-22.20 60.51 15.00 

-22.20 61.24 15.00 

-23.18 60.52 15.00 

-24.31 61.41 15.00 

-25.32 61.27 15.00 

-25.19 60.37 15.00 

-26.34 62.13 15.00 

-27.39 62.15 15.00 

-28.74 61.83 15.00 

-28.84 60.41 15.00 

-29.55 59.47 15.00 

-29.59 58.13 15.00 

-28.16 60.00 15.00 

-28.19 58.67 15.00 

-28.90 57.74 15.00 

-28.88 56.42 15.00 

-27.46 63.51 15.00 

-27.31 64.54 15.00 

-27.73 63.50 15.00 

-27.81 64.73 15.00 

-27.83 64.41 15.00 

-26.60 63.63 15.00 

-26.62 61.79 15.00 

-27.66 61.31 15.00 

-29.02 65.61 15.00 

-28.95 66.84 15.00 

-30.12 64.98 15.00 

-31.33 65.70 15.00 

-32.51 64.73 15.00 

-32.02 63.58 15.00 

-33.15 64.27 15.00 

-31.05 66.53 15.00 

-31.55 67.66 15.00 

-30.21 65.99 15.00 



TABLE IV 



70 ASN CA 
70 ASN CB 
70 ASN CG 
70 ASN OD1 
70 ASN ND2 
70 ASN C 

70 ASN 0 

71 ALA N 
71 ALA CA 
71 ALA CB 
71 ALA C 

71 ALA O 

72 PHE N 
72 PHE CA 
72 PHE CB 
72 PHE CG 
72 PHE CD1 
72 PHE CD2 
72 PHE CE1 
72 PHE CE2 
72 PHE CZ 
72 PHE C 

72 PHE 0 

73 GLN N 
73 GLN CA 
73 GLN CB 
73 GLN CG 
73 GLN CD 
73 GLN OE1 
73 GLN NE2 
73 GLN C 

73 GLN O 

74 TYR N 
74 TYR CA 
74 TYR CB 
74 TYR CG 
74 TYR CD1 
74 . TYR CE1 
74 TYR CD2 
74 TYR CE2 
74 TYR CZ 
74 TYR OH 
74 TYR C 



-17.72 -29.85 
-16.76 -29.07 
-15.89 -29.97 
-15.35 -29.56 
-15.72 -31.21 
-18.08 -29.02 
-17.57 -29.25 
-19.02 -28.09 
-19.50 -27.22 
-20.49 -26.20 
-20.14 -28.02 
-19.88 -27.76 
-20.90 -29.05 
-21.56 -29.89 
-22.55 -30.86 
-23.72 -30.18 
-24.30 -29.05 
-24.23 -30.65 
-25.38 -28.41 
-25.31 -30.01 
-25.89 -28.89 
-20.53 -30.68 
-20.66 -30.76 
-19.55 -31.27 
-18.50 -32.05 
-17.52 -32.66 
-18.09 -33.80 
-17.03 -34.63 
-17.20 -35.01 
-15.95 -34.94 
-17.75 -31.16 
-17.35 -31.61 
-17.55 -29.89 
-16.84 -28.94 
-16.75 -27.57 
-16.46 -26.43 
15.18 -26.26 
14.91 -25.23 
17.46 -25.54 
17.21 -24.51 
15.93 -24.36 
15.69 -23.36 
17.58 -28.81 



66.69 15.00 

65.79 15.00 

64.95 15.00 

63.93 15.00 

65.39 15.00 

67.91 15.00 

69.00 15.00 

67.71 15.00 

68.77 15.00 

68.21 15.00 

69.90 15.00 

71.07 15.00 

69.55 15.00 

70.55 15.00 

69.89 15.00 

69.24 15.00 

69.82 15.00 

68.04 15.00 

69.21 15.00 

67.42 15.00 

68.01 15.00 

71.37 15.00 
72.60 15.00 
70.69 15.00 
71.34 15.00 
70.34 15.00 
69.51 15.00 
68.79 15.00 
67.62 15.00 

69.49 15.00 
72.30 15.00 

73.38 15.00 
71.92 15.00 
72.75 15.00 
72.08 15.00 
73.03 15.00 
73.58 15.00 

74.50 15.00 
73.42 15.00 
74.34 15.00 
74.88 15.00 
75.78 15.00 
74.06 15.00 
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TABLE IV 

74 TYR 0 -17.02 -29.09 75.12 15.00 

75 VAL N -18.84 -28.39 73.99 15.00 
75 VAL CA -19.67 -28.21 75.17 15.00 
75 VAL CB -21.14 -27.89 74.77 15.00 
75 VAL CGI -22.00 -27.77 76.01 15.00 
75 VAL CG2 -21.20 -26.59 73.96 15.00 
75 VAL C -19.61 -29.43 76.09 15.00 

75 VAL O -19.55 -29.27 77.31 15.00 

76 GLN N -19.56 -30.63 75.51 15.00 
76 GLN CA -19.48 -31.85 76.29 15.00 
76 GLN CB -19.68 -33.09 75.42 15.00 
76 GLN CG -19.53 -34.39 76.19 15.00 
76 GLN CD -19.73 -35.63 75.35 15.00 
76 GLN OE1 -19.39 -35.66 74.17 15.00 
76 GLN NE2 -20.27 -36.67 75.97 15.00 
76 GLN C -18.15 -31.96 77.03 15.00 

76 GLN 0 -18.14 -32.20 78.23 15.00 

77 LYS N -17.05 -31.81 76.30 15.00 
77 LYS CA -15.70 -31.90 76.87 15.00 
77 LYS CB -14.63 -31.71 75.79 15.00 
77 LYS CG -14.73 -32.63 74.61 15.00 
77 LYS CD -14.44 -34.07 74.97 15.00 
77 LYS CE -14.49 -34.96 73.73 15.00 
77 LYS NZ -13.56 -34.52 72.63 15.00 
77 LYS C -15.51 -30.80 77.93 15.00 

77 LYS O -15.07 -31.05 79.04 15.00 

78 ASN N -15.87 -29.58 77.55 15.00 
78 ASN CA -15.78 -28.42 78.42 15.00 
78 ASN CB -16.11 -27.17 77.61 15.00 
78 ASN CG -15.75 -25.90 78.33 15.00 
78 ASN OD1 -14.65 -25.77 78.86 15.00 
78 ASN ND2 -16.66 -24.93 78.33 15.00 
78 ASN C -16.76 -28.55 79.61 15.00 

78 ASN O -16.66 -27.82 80.59 15.00 

79 ARG N -17.70 -29.48 79.47 15.00 
79 ARG CA -18.73 -29.76 80.46 15.00 
79 ARG CB -18.11 -30.22 81.77 15.00 
79 ARG CG -17.42 -31.56 81.70 15.00 
79 ARG CD -16.95 -31.93 83.08 15.00 
79 ARG NE -16.17 -33.15 83.11 15.00 
79 ARG CZ -14.86 -33.22 82.89 15.00 
79 ARG NH1 -14.17 -32.13 82.58 15.00 
79 ARG NH2 -14.21 -34.37 83.07 15.00 



WO 97/16177 



PCT/US96/17512 



79 ARG.C 

79 ARG 0 

80 GLY N 
80 GLY CA 
80 GLY C 

80 GLY O 

81 ILE N 
81 ILE CA 
81 ILE CB 
81 ILE CG2 
81 ILE CGI 
81 ILE CD1 
81 ILE C 

81 ILE O 

82 ASP N 
82 ASP CA 
82 ASP CB 
82 ASP CG 
82 ASP OD1 
82 ASP OD2 
82 ASP C 

82 ASP 0 

83 SER N 
83 SER CA 
83 SER CB 
83 SER OG 
83 SER C 

83 SER O 

84 GLU N 
84 GLU CA 
84 GLU CB 
84 GLU CG 
84 GLU CD 
84 GLU OE1 
84 GLU OE2 
84 GLU C 

84 GLU O 

85 ASP N 
85 ASP CA 
85 ASP CB 
85 ASP CG 
85 ASP OD1 
85 ASP OD2 



TABLE IV 



-19.66 -28.58 
-20.27 -28.49 
-19.79 -27.70 
-20.65 -26.55 
-20.48 -25.48 
-19.54 -25.52 
-21.41 -24.53 
-21.40 -23.40 
-22.23 -23.68 
-23.68 -24.05 
-22.19 -22.46 
-22.89 -22.66 
-21.99 -22.20 
-22.91 -22.35 
-21.44 -21.02 
-21.91 -19.81 
-20.85 -18.71 
-19.73 -18.92 
-18.66 -18.32 
-19.93 -19.69 
-23.21 -19.25 
-23.63 -19.58 
-23.86 -18.43 
-25.09 -17.78 
-25.92 -17.36 
-25.25 -16.38 
-24.65 -16.55 
-23.50 -16.10 
-25.56 -16.01 
-25.27 -14.83 
-26.53 -14.40 
-26.39 -13.10 
-25.30 -13.12 
•24.76 -12.04 
•24.98 -14.22 
-24.77 -13.70 
■23.77 -13.09 
•25.44 -13.47 
25.05 -12.41 
26.03 -12.35 
27.20 -11.39 
27.86 -11.50 
27.47 -10.53 



80.71 15.00 
81.78 15.00 

79.72 15.00 

79.87 15.00 
78.81 15.00 
78.01 15.00 
78.80 15.00 

77.88 15.00 
76.58 15.00 

76.93 15.00 
75.64 15.00 
74.31 15.00 
78.62 15.00 
79.43 15.00 
78.37 15.00 
79.01 15.00 

78.94 15.00 

79.95 15.00 
79.78 15.00 
80.91 15.00 
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TABLE IV 

85 ASP C -23.62 -12.54 79.98 15.00 

85 ASP O -22.89 -11.55 80.07 15.00 

86 ALA N -23.23 -13.77 80.27 15.00 
86 ALA CA -21.91 -14.09 80.78 15.00 
86 ALA CB -21.95 -15.45 81.49 15.00 
86 ALA C -20.79 -14.09 79.71 15.00 

86 ALA O -19.61 -14.21 80.04 15.00 

87 TYR N -21.16 -13.98 78.44 15.00 
87 TYR CA -20.18 -13.99 77.36 15.00 
87 TYR CB -19.75 -15.44 77.09 15.00 
87 TYR CG -18.36 -15.67 76.52 15.00 
87 TYR CD1 -17.82 -14.83 75.54 15.00 
87 TYR CE1 -16.55 -15.09 74.99 15.00 
87 TYR CD2 -17.60 -16.76 76.94 15.00 
87 TYR CE2 -16.34 -17.03 76.40 15.00 
87 TYR CZ -15.82 -16.19 75.42 15.00 
87 TYR OH -14.59 -16.49 74.88 15.00 
87 TYR C -20.90 -13.42 76.14 15.00 

87 TYR O -21.25 -14.15 75.22 15.00 

88 PRO N -21.09 -12.09 76.11 15.00 
88 PRO CD -20.58 -11.10 77.08 15.00 
88 PRO CA -21.77 -11.42 75.00 15.00 
88 PRO CB -21.83 -9.97 75.47 15.00 
88 PRO CG -20.62 -9.82 76.28 15.00 
88 PRO C -21.13 -11.58 73.62 15.00 

88 PRO O -19.92 -11.77 73.47 15.00 

89 TYR N -21.98 -11.45 72.61 15.00 
89 TYR CA -21.56 -11.59 71.22 15.00 
89 TYR CB -22.77 -11.93 70.35 15.00 
89 TYR CG -22.41 -12.26 68.92 15.00 
89 TYR CD1 -21.67 -13.41 68.62 15.00 
89 TYR CE1 -21.30 -13.71 67.32 15.00 
89 TYR CD2 -22.78 -11.43 67.87 15.00 
89 TYR CE2 -22.41 -11.72 66.56 15.00 
89 TYR CZ -21.68 -12.87 66.30 15.00 
89 TYR OH -21.29 -13.15 65.01 15.00 
89 TYR C -20.91 -10.31 70.72 15.00 

89 TYR O -21.45 -9.21 70.89 15.00 

90 VAL N -19.73 -10.45 70.13 15.00 
90 VAL CA -19.01 -9.31 69.58 15.00 
90 VAL CB -17.59 -9.14 70.23 15.00 
90 VAL CGI -17.71 -8.96 71.73 15.00 
90 VAL CG2 -16.69 -10.31 69.89 15.00 
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93 GLU CA 


-12.77 


93 GLU CB 


-11.86 


93 GLU CG 
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93 GLU CD 


-11.65 


93 GLU OE1 


-10.57 


93 GLU OE2 
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93 GLU 0 


-11.31 
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-11.90 
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-11.15 
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-9.82 
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-8.13 


95 SER OG 
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95 SER C 
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95 SER O 


-11.26 • 
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-11.30 


96 CYS C 


-11.28 


96 CYS O 


-10.25 
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-7.44 65.24 15.00 

-7.92 67.39 15.00 

-12.19 66.82 15.00 

-12.50 67.94 15.00 

-12.78 66.26 15.00 

-13.82 66.94 15.00 

-14.56 65.94 15.00 

-15.03 64.68 15.00 

-15.50 63.57 15.00 

-14.88 63.36 15.00 

-16.49 62.88 15.00 

-13.20 68.04 15.00 

-12.14 67.84 15.00 

-13.84 69.20 15.00 

-13.38 70.36 15.00 

-12.49 71.25 15.00 

-11.36 70.48 15.00 

-10.28 71.35 15.00 

-10.60 72.43 15.00 

-9.10 70.94 15.00 

-14.63 71.11 15.00 

-15.74 70.77 15.00 

-14.46 72.10 15.00 

-15.60 72.86 15.00 

-15.19 73.73 15.00 

-14.11 74.58 15.00 

-16.21 73.74 15.00 

-15.51 74.26 15.00 

-17.52 73.95 15.00 

-18.20 74.78 15.00 

-17.68 76.21 15.00 

-17.71 76.89 15.00 
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96 CYS CB -11.10 -19.72 74.74 15.00 

96 CYS SG -12.37 -20.66 75.65 15.00 

97 MET N -12.43 -17.18 76.66 15.00 
97 MET CA -12.57 -16.63 77.99 15.00 
97 MET CB -12.71 -15.10 77.90 15.00 
97 MET CG -12.32 -14.33 79.15 15.00 
97 MET SD -10.53 -14.18 79.36 15.00 
97 MET CE -10.23 -15.44 80.61 15.00 
97 MET C -13.83 -17.23 78.62 15.00 

97 MET 0 -14.71 -16.50 79.08 15.00 

98 TYR N -13.95 -18.55 78.57 15.00 
98 TYR CA -15.11 -19.23 79.14 15.00 
98 TYR CB -15.04 -20.74 78.86 15.00 
98 TYR CG -16.04 -21.57 79.65 15.00 
98 TYR CD1 -17.41 -21.44 79.44 15.00 
98 TYR CE1 -18.32 -22.23 80.14 15.00 
98 TYR CD2 -15.60 -22.52 80.59 15.00 
98 TYR CE2 -16.51 -23.31 81.29 15.00 
98 TYR CZ -17.87 -23.16 81.06 15.00 
98 TYR OH -18.78 -23.95 81.71 15.00 
98 TYR C -15.16 -19.00 80.66 15.00 

98 TYR O -14.22 -19.33 81.36 15.00 

99 ASM N -16.23 -18.37 81.13 15.00 
99 ASM CA -16.39 -18.12 82.56 15.00 
99 ASM CB -17.13 -16.81 82.81 15.00 
99 ASN CG -17.36 -16.54 84.30 15.00 
99 ASN OD1 -17.39 -17.46 85.12 15.00 
99 ASM ND2 -17.54 -15.27 84.65 15.00 
99 ASN C -17.18 -19.27 83.16 15.00 
99 ASN O -18.38 -19.39 82.93 15.00 

100 PRO N -16.53 -20.09 83.98 15.00 

100 PRO CD -15.13 -19.95 84.42 15.00 

100 PRO CA -17.17 -21.24 84.63 15.00 

100 PRO CB -16.08 -21.75 85.57 15.00 

100 PRO CG -14.80 -21.33 84.89 15.00 

100 PRO C -18.43 -20.86 85.40 15.00 

100 PRO 0 -19.41 -21.59 85.40 15.00 

101 THR N -18.41 -19.69 86.04 15.00 
101 THR CA -19.54 -19.24 86.84 15.00 
101 THR CB -19.09 -18.26 87.95 15.00 
101 THR OG1 -18.60 -17.04 87.37 15.00 
101 THR CG2 -17.99 -18.90 88.79 15.00 
101 THR C -20.73 -18.68 86.08 15.00 



WO 97/16177 PCT/US96/17512 

TABLE IV 

101 THR O -21.79 -18.43 86.66 

102 GLY N -20.57 -18.48 84.77 
102 GLY CA -21.68 -17.98 83.97 
102 GLY C -22.30 -19.14 83.21 

102 GLY O -23.13 -18.94 82.32 

103 LYS N -21.88 -20.35 83.54 
103 LYS CA -22.36 -21.57 82.90 
103 LYS CB -21.73 -22.79 83.58 
103 LYS CG -22.11 -24.13 82.98 
103 LYS CD -21.50 -25.25 83.81 
103 LYS CE -21.82 -25.07 85.28 
103 LYS NZ -21.22 -26.16 86.10 
103 LYS C -23.89 -21.67 82.95 

103 LYS O -24.50 -21.54 84.00 

104 ALA N -24.50 -21.89 81.79 
104 ALA CA -25.95 -21.97 81.72 
104 ALA CB -26.48 -20.90 80.77 
104 ALA C -26.45 -23.35 81.32 

104 ALA O -27.63 -23.65 81.46 

105 ALA N -25.55 -24.18 80.78 
105 ALA CA -25.91 -25.53 80.36 
105 ALA CB -26.98 -25.48 79.27 
105 ALA C -24.70 -26.30 79.86 

105 ALA O -23.56 -25.84 80.00 

106 LYS N -24.95 -27.48 79.33 
106 LYS CA -23.93 -28.36 78.78 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



106 LYS CB -23.12 -29.05 79.90 15.00 
106 LYS CG -23.87 -30.12 80.70 15.00 
106 LYS CD -22.93 -30.93 81.56 15.00 
106 LYS CE -23.66 -31.74 82.65 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



106 LYS NZ -24.38 -32.97 82.21 

106 LYS C -24.70 -29.41 77.99 

106 LYS O -25.89 -29.23 77.73 

107 CYS N -24.03 -30.47 77.57 
107 CYS CA -24.67 -31.55 76.85 
107 CYS CB -24.96 -31.18 75.39 
107 CYS SG -23.57 -31.18 74.26 
107 CYS C -23.77 -32.77 76.95 

107 CYS O -22.60 -32.67 77.31 

108 ARG N -24.35 -33.94 76.70 15.00 
108 ARG CA -23.62 -35.19 76.78 15.00 
108 ARG CB -24.30 -36.10 77.80 15.00 
108 ARG CG -24.56 -35.39 79.13 15.00 
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108 ARG CD -24.78 -36.37 80.25 15.00 

108 ARG NE -26.08 -37.03 80.17 15.00 

108 ARG CZ -26.31 -38.29 80.55 15.00 

108 ARG NH1 -25.34 -39.05 81.03 15.00 

108 ARG NH2 -27.55 -38.77 80.48 15.00 

108 ARG C -23.52 -35.88 75.42 15.00 

108 ARG 0 -23.75 -37.08 75.29 15.00 

109 GLY N -23.15 -35.11 74.40 15.00 
109 GLY CA -23.01 -35.66 73.07 15.00 
109 GLY C -23.96 -35.04 72.06 15.00 

109 GLY O -24.53 -33.97 72.30 15.00 

110 TYR N -24.12 -35.71 70.92 15.00 
110 TYR CA -24.99 -35.26 69.85 15.00 
110 TYR CB -24.28 -34.21 68.99 15.00 
110 TYR CG -23.06 -34.73 68.24 15.00 
110 TYR CD1 -21.77 -34.40 68.67 15.00 
110 TYR CE1 -20.65 -34.80 67.94 15.00 
110 TYR CD2 -23.19 -35.48 67.08 15.00 
110 TYR CE2 -22.08 -35.89 66.35 15.00 
110 TYR CZ -20.81 -35.54 66.79 15.00 
110 TYR OH -19.71 -35.91 66.03 15.00 
110 TYR C -25.41 -36.44 68.98 15.00 

110 TYR O -24.81 -37.52 69.04 15.00 

111 ARG N -26.39 -36.20 68.12 15.00 
111 ARG CA -26.91 -37.23 67.23 15.00 
111 ARG CB -28.22 -37.78 67.83 15.00 
111 ARG CG -28.86 -38.97 67.11 15.00 
111 ARG CD -29.48 -38.54 65.78 15.00 
111 ARG NE -30.34 -39.56 65.17 15.00 
111 ARG CZ -31.14 -39.34 64.13 15.00 
111 ARG NH1 -31.19 -38.13 63.58 15.00 
111 ARG NH2 -31.92 -40.30 63.68 15.00 
111 ARG C -27.13 -36.60 65.85 15.00 

111 ARG 0 -27.70 -35.51 65.74 15.00 

112 GLU N -26.67 -37.29 64.81 15.00 
112 GLU CA -26.82 -36.82 63.43 15.00 
112 GLU CB -25.52 -37.09 62.65 15.00 
112 GLU CG -24.30 -36.39 63.23 15.00 
112 GLU CD -23.02 -36.62 62.42 15.00 
112 GLU OE1 -22.60 -35.70 61.69 15.00 
112 GLU OE2 -22.42 -37.70 62.55 15.00 
112 GLU C -27.99 -37.52 62.76 15.00 
112 GLU O -28.31 -38.67 63.08 15.00 
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113 ILE N -28.66 -36.80 61.85 15.00 

113 ILE CA -29.79 -37.35 61.11 15.00 

113 ILE CB -30.77 -36.21 60.69 15.00 

113 ILE CG2 -31.67 -36.67 59.56 15.00 

113 ILE CGI -31.62 -35.77 61.89 15.00 

113 ILE CD1 -30.84 -35.23 63.06 15.00 

113 ILE C -29.26 -38.07 59.87 15.00 

113 ILE 0 -28.26 -37.65 59.27 15.00 

114 PRO N -29.88 -39.21 59.49 15.00 
114 PRO CD -31.02 -39.93 60.09 15.00 
114 PRO CA -29.39 -39.90 58.30 15.00 
114 PRO CB -30.43 -41.00 58.08 15.00 
114 PRO CG -30.91 -41.30 59.46 15.00 
114 PRO C -29.36 -38.89 57.15 15.00 

114 PRO O -30.36 -38.22 56.87 15.00 

115 GLU N -28.18 -38.70 56.57 15.00 
115 GLU CA -27.97 -37.75 55.49 15.00 
115 GLU CB -26.55 -37.89 54.96 15.00 
115 GLU CG -26.25 -37.14 53.69 15.00 
115 GLU CD -24.98 -37.66 53.04 15.00 
115 GLU OE1 -25.08 -38.38 52.01 15.00 
115 GLU OE2 -23.89 -37.37 53.58 15.00 
115 GLU C -28.99 -37.89 54.35 15.00 

115 GLU O -29.14 -38.97 53.79 15.00 

116 GLY N -29.66 -36.78 54.03 15.00 
116 GLY CA -30.66 -36.76 52.98 15.00 
116 GLY C -32.05 -37.27 53.37 15.00 

116 GLY O -33.00 -37.16 52.59 15.00 

117 ASN N -32.17 -37.77 54.60 15.00 
117 ASN CA -33.43 -38.32 55.09 15.00 
117 ASN CB -33.14 -39.42 56.11 15.00 
117 ASN CG -34.25 -40.47 56.18 15.00 
117 ASN OD1 -35.40 -40.19 55.83 15.00 
117 ASN ND2 -33.91 -41.67 56.64 15.00 
117 ASN C -34.36 -37.28 55.72 15.00 

117 ASN O -34.34 -37.10 56.93 15.00 

118 GLU N -35.19 -36.64 54.89 15.00 
118 GLU CA -36.16 -35.64 55.36 15.00 
118 GLU CB -36.86 -34.94 54.19 15.00 
118 GLU CG -36.01 -33.88 53.50 15.00 
118 GLU CD -36.83 -32.98 52.60 15.00 
118 GLU OE1 -36.94 -33.27 51.39 15.00 
118 GLU OE2 -37.37 -31.97 53.11 15.00 
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118 GLU C -37.21 -36-24 56.30 15.00 

118 GLU O -37.72 -35.57 57.19 15.00 

119 LYS N -37.53 -37.52 56.08 15.00 
119 LYS CA -38.47 -38.23 56.93 15.00 
119 LYS CB -38.64 -39.66 56.41 15.00 
119 LYS CG -39.73 -39.83 55.38 15.00 
119 LYS CD -39.53 -41.10 54.58 15.00 
119 LYS CE -38.51 -40.88 53.46 15.00 
119 LYS NZ -38.97 -39.83 52.48 15.00 
119 LYS C -37.91 -38.29 58.36 15.00 

119 LYS O -38.58 -37.89 59.32 15.00 

120 ALA N -36.70 -38.81 58.51 15.00 
120 ALA CA -36.06 -38.92 59.81 15.00 
120 ALA CB -34.71 -39.60 59.68 15.00 
120 ALA C -35.91 -37.54 60.41 15.00 

120 ALA O -36.06 -37.38 61.61 15.00 

121 LEU N -35.63 -36.55 59.56 15.00 
121 LEU CA -35.48 -35.17 60.05 15.00 
121 LEU CB -35.11 -34.21 58.90 15.00 
121 LEU CG -34.87 -32.75 59.33 15.00 
121 LEU CD1 -33.74 -32.69 60.38 15.00 
121 LEU CD2 -34.53 -31.88 58.12 15.00 
121 LEU C -36.78 -34.71 60.72 15.00 

121 LEU O -36.75 -34.17 61.83 15.00 

122 LYS N -37.91 -34.94 60.05 15.00 
122 LYS CA -39.23 -34.59 60.56 15.00 
122 LYS CB -40.31 -35.02 59.58 15.00 
122 LYS CG -41.74 -34.91 60.12 15.00 
122 LYS CD -42.72 -35.57 59.17 15.00 
122 LYS CE -44.11 -35.67 59.76 15.00 
122 LYS NZ -45.10 -36.14 58.74 15.00 
122 LYS C -39.44 -35.32 61.88 15.00 

122 LYS O -39.88 -34.74 62.87 15.00 

123 ARG N -39.14 -36.61 61.86 15.00 
123 ARG CA -39.28 -37.46 63.03 15.00 
123 ARG CB -38.80 -38.87 62.70 15.00 
123 ARG CG -38.84 -39.87 63.86 15.00 
123 ARG CD -37.70 -40.88 63.77 15.00 
123 ARG NE -37.37 -41.20 62.38 15.00 
123 ARG CZ -36.78 -42.32 61.98 15.00 
123 ARG NH1 -36.45 -43.25 62.87 15.00 
123 ARG NH2 -36.53 -42.51 60.69 15.00 
123 ARG C -38.46 -36.88 64.19 15.00 



123 ARG 0 

124 ALA N 
124 ALA CA 
124 ALA CB 
124 ALA C 

124 ALA 0 

125 VAL N 
125 VAL CA 
125 VAL CB 
125 VAL CGI 
125 VAL CG2 
125 VAL C 

125 VAL 0 

126 ALA N 
126 ALA CA 
126 ALA CB 
126 ALA C 

126 ALA O 

127 ARG N 
127 ARG CA 
127 ARG CB 
127 ARG CG 
127 ARG CD 
127 ARG ME 
127 ARG CZ 
127 ARG NH1 
127 ARG NH2 
127 ARG C 

127 ARG 0 

128 VAL N 
128 VAL CA 
128 VAL CB 
128 VAL CGI 
128 VAL CG2 
128 VAL C 

128 VAL O 

129 GLY N 
129 GLY CA 
129 GLY C 

129 GLY 0 

130 PRO N 
130 PRO CD 
130 PRO CA 



TABLE 

-38.93 -36.84 
-37.25 -36.42 
-36.37 -35.84 
-34.98 -35.61 
-36.95 -34.53 
-37.02 -34.33 
-37.41 -33.66 
-37.99 -32.41 
-38.35 -31.48 
-38.98 -30.19 
-37.09 -31.17 
-39.23 -32.65 
-39.46 -31.94 
-40.01 -33.67 
-41.22 -34.03 
-42 . 03 -35 . 02 
-40.89 -34.61 
-41.40 -34.14 
-40.03 -35.62 
-39.61 -36.29 
-38.83 -37.54 
-38.45 -38.44 
-39.63 -39.28 
-40.15 -40.18 
-41.18 -39.90 
-41.59 -40.78 
-41.81 -38.73 
-38.75 -35.47 
-39.05 -35.36 
-37.64 -34.94 
-36.66 -34.21 
-35.23 -34.54 
-34.17 -33.72 
-34.95 -36.02 
-36.82 -32.70 
-36.73 -32.17 
-37.00 -32.01 
-37.16 -30.56 
-36.36 -29.91 
-35.89 -30.62 
-36.19 -28.57 
-36.66 -27.66 
-35.45 -27.83 



IV 

65.32 15.00 

63.89 15.00 

64.90 15.00 
64.35 15.00 
65.45 15.00 
66.66 15.00 
64.57 15.00 
65.03 15.00 
63.87 15.00 
64.39 15.00 
63.06 15.00 
65.89 15.00 
66.87 15.00 
65.53 15.00 
66.25 15.00 
65.44 15.00 
67.62 15.00 
68.64 15.00 
67.64 15.00 
68.86 15.00 
68.48 15.00 
69.64 15.00 
70.13 15.00 

69.10 15.00 
68.31 15.00 

67.41 15.00 

68.42 15.00 
69.83 15.00 
71.01 15.00 

69.31 15.00 

70.11 15.00 
69.59 15.00 

70.32 15.00 
69.74 15.00 
70.26 15.00 
71.36 15.00 
69.14 15.00 
69.20 15.00 

68.08 15.00 
67.18 15.00 
68.11 15.00 
69.17 15.00 

67.09 15.00 
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130 PRO CB -35.23 

130 PRO CG -36.51 

130 PRO C -34.13 

130 PRO 0 -33.37 

131 VAL N -33.90 



131 VAL CA 


-32.71 


131 VAL CB 


-33.13 


131 VAL CGI 


-31.93 


131 VAL CG2 


-33.92 


131 VAL C 


-31.82 


131 VAL 0 


-32.32 


132 SER N 


-30.51 


132 SER CA 


-29.56 


132 SER CB 


-28.18 


132 SER OG 


-28.20 


132 SER C 


-29.44 


132 SER O 


-29.41 


133 VAL N 


-29.39 


133 VAL CA 


-29.25 


133 VAL CB 


-30.63 


133 VAL CGI 


-31.40 


133 VAL CG2 


-31.45 


133 VAL C 


-28.37 


133 VAL O 


-28.12 


134 ALA N 


-27.86 


134 ALA CA 


-27.03 


134 ALA CB 


-25.65 


134 ALA C 


-27.75 


134 ALA O 


-28.29 


135 ILE N 


-27.80 


135 ILE CA 


-28.49 


135 ILE CB 


-29 .82 


135 ILE CG2 


-30.80 


135 ILE CGI 


-29.52 


135 ILE CD1 


-30.72 


135 ILE C 


-27.64 


135 ILE O 


-26.59 


136 ASP N 


-28.09 


136 ASP CA 


-27.42 


136 ASP CB 


-27.50 


136 ASP CG 


-27.02 


136 ASP OD1 


-27.46 


136 ASP OD2 


-26.22 



TABLE IV 

-26.47 67.74 15.00 

-26.30 68.52 15.00 

-28.52 66.74 15.00 

-28.91 67.63 15.00 

-28.72 65.45 15.00 

-29.40 64.97 15.00 

-30.65 64.15 15.00 

-31.36 63.57 15.00 

-31.61 65.03 15.00 

-28.49 64.13 15.00 

-27.69 63.34 15.00 

-28.59 64.32 15.00 

-27.79 63.55 15.00 

-27.83 64.22 15.00 



-27.34 


65. 55 


15 


. 00 


-28.37 


62.14 


15 


. 00 


-29.59 


61.96 


15 


. 00 


-27.50 


61.13 


15 


. 00 


-27 .94 


59 . 75 


15 


00 


-28.07 


59.03 


15 




-29.29 


59 . 53 


15 


00 


-26.80 


59.20 


15 


00 


-97 fin 


JO. ?<l 


ij 




-25.87 


59.34 


15 


.00 


-27.50 


57.82 


15 


.00 


-26.73 


56.91 


15. 


.00 


-27.34 


56.76 


15. 


.00 


-26.73 


55.57 


15. 


.00 


-27.76 


55.14 


15. 


.00 


-25.58 


54.94 


15. 


.00 


-25.45 


53.66 


15. 


.00 


-24.68 


53.82 


15. 


00 


-25.45 


54.70 


15. 


00 


-23.28 


54.38 


15. 


00 


-22.40 


54.52 


15. 


00 


-24.61 


52.73 


15. 


00 


-24.09 


53.13 


15. 


00 


-24.49 


51.49 


15. 


00 


-23.66 


50.51 


15. 


00 


-24.28 


49.11 


15. 


00 


-23.32 


48.02 


15. 


00 


-23.49 


46.88 


15. 


00 


-22.40 


48.29 


15. 


00 
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TABLE IV 

136 ASP C -28.19 -22.36 50.54 15.00 

136 ASP O -29.34 -22.29 50.10 15.00 

137 ALAN -27.58 -21.33 51.11 15.00 
137 ALA CA -28.19 -20.02 51.21 15.00 



137 ALA CB -28.14 -19.54 52.65 15.00 
137 ALA C -27.47 -19.04 50.30 15.00 

137 ALA 0 -27.42 -17.85 50.60 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



138 SER N -26.94 -19.53 49.20 

138 SER CA -26.20 -18.66 48.30 
138 SER CB -25.12 -19.44 47.57 
138 SER OG -25.71 -20.45 46.78 
138 SER C -27.06 -17.91 47.29 

138 SER 0 -26.76 -16.77 46.94 

139 LEU N -28.12 -18.55 46.82 
139 LEU CA -28.99 -17.95 45.82 
139 LEU CB -30.12 -18.91 45.46 
139 LEU CG -29.76 -20.02 44.48 15.00 
139 LEU CD1 -29.30 -19.40 43.18 15.00 

15.00 
15.00 
15.00 
15.00 



139 LEU CD2 -28.67 -20.89 45.03 

139 LEU C -29.56 -16.58 46.18 

139 LEU O -29.93 -16.32 47.33 

140 1-HR N -29.63 -15.71 45.19 
140 THR CA -30.19 -14.37 45.38 15.00 
140 THR CB -30.06 -13.54 44.09 15.00 
140 THR OG1 -28.67 -13.30 43.82 15.00 
140 THR CG2 -30.80 -12.20 44.20 15.00 
140 THR C -31.65 -14.43 45.86 15.00 

140 THR O -32.09 -13.62 46.69 15.00 

141 SER N -32.38 -15.45 45.40 15.00 
141 SER CA -33.77 -15.63 45.79 15.00 
141 SER CB -34.39 -16.77 44.99 15.00 
141 SER OG -33.78 -18.00 45.32 15.00 
141 SER C -33.89 -15.89 47.29 15.00 

141 SER O -34.94 -15.63 47.90 15.00 

142 PHE N -32.82 -16.43 47.89 15.00 
142 PHE CA -32.79 -16.70 49.33 15.00 
142 PHE CB -31.71 -17.72 49.67 15.00 
142 PHE CG -31.77 -18.20 51.08 15.00 
142 PHE CD1 -32.45 -19.38 51.39 15.00 
142 PHE CD2 -31.14 -17.49 52.10 15.00 
142 PHE CE1 -32.51 -19.85 52.70 15.00 
142 PHE CE2 -31.20 -17.95 53.41 15.00 
142 PHE CZ -31.88 -19.14 53.72 15.00 
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TABLE IV 

142 PHE C -32.53 -15.40 50.08 15.00 

142 PHE O -33.22 -15.09 51.06 15.00 

143 GLN N -31.55 -14.64 49.60 15.00 
143 GLN CA -31.19 -13.38 50.22 15.00 
143 GLN CB -30.07 -12.72 49.44 15.00 
143 GLN CG -29.68 -11.32 49.94 15.00 
143 GLN CD -28.36 -10.81 49.37 15.00 
143 GLN OE1 -28.05 -9.62 49.47 15.00 
143 GLN NE2 -27.56 -11.71 48.80 15.00 
143 GLN C -32.38 -12.43 50.33 15.00 

143 GLN 0 -32.57 -11.75 51.35 15.00 

144 PHE N -33.22 -12.40 49.30 15.00 
144 PHE CA -34.36 -11.50 49.31 15.00 
144 PHE CB -34.41 -10.73 47.98 15.00 
144 PHE CG -33.22 -9.85 47.75 15.00 
144 PHE CD1 -33.13 -8.59 48.35 15.00 
144 PHE CD2 -32.17 -10.27 46.94 15.00 
144 PHE CE1 -32.02 -7.77 48.15 15.00 
144 PHE CE2 -31.05 -9.46 46.73 15.00 
144 PHE CZ -30.98 -8.21 47.34 15.00 
144 PHE C -35.73 -12.13 49.64 15.00 

144 PHE 0 -36.77 -11.52 49.38 15.00 

145 TYR N -35.72 -13.30 50.26 15.00 
145 TYR CA -36.97 -13.98 50.63 15.00 
145 TYR CB -36.68 -15.35 51.26 15.00 
145 TYR CG -37.89 -15.98 51.94 15.00 
145 TYR CD1 -38.72 -16.89 51.26 15.00 
145 TYR CE1 -39.83 -17.45 51.89 15.00 
145 TYR CD2 -38.21 -15.66 53.26 15.00 
145 TYR CE2 -39.33 -16.22 53.90 15.00 
145 TYR CZ -40.13 -17.12 53.21 15.00 
145 TYR OH -41.21 -17.68 53.85 15.00 
145 TYR C -37.81 -13.16 51.62 15.00 

145 TYR O -37.27 -12.49 52.50 15.00 

146 SER N -39.13 -13.26 51.50 15.00 
146 SER CA -40.03 -12.55 52.41 15.00 
146 SER CB -40.33 -11.12 51.96 15.00 
146 SER OG -40.50 -11.03 50.57 15.00 
146 SER C -41.31 -13.30 52.73 15.00 

146 SER O -41.74 -13.31 53.88 15.00 

147 LYS N -41.89 -14.00 51.76 15.00 
147 LYS CA -43.13 -14.74 51.99 15.00 
147 LYS CB -44.34 -13.80 51.82 15.00 




TABLE IV 



147 LYS CG 
147 LYS CD 
147 LYS CE 
147 LYS NZ 
147 LYS C 

147 LYS 0 

148 GLY N 
148 GLY CA 
148 GLY C 

148 GLY O 

149 VAL N 
149 VAL CA 
149 VAL CB 
149 VAL CGI 
149 VAL CG2 
149 VAL C 

149 VAL O 

150 TYR N 
150 TYR CA 
150 TYR CB 
150 TYR CG 
150 TYR CD1 
150 TYR CE1 
150 TYR CD2 
150 TYR CE2 
ISO TYR CZ 
150 TYR OH 
150 TYR C 

150 TYR O 

151 TYR N 
151 TYR CA 
151 TYR CB 
151 TYR CG 
151 TYR CD1 
151 TYR CE1 
151 TYR CD2 
151 TYR CE2 
151 TYR CZ 
151 TYR OH 
151 TYR C 

151 TYR O 

152 ASP N 
152 ASP CA 



-44.60 

-45.56 

-45.63 

-46.25 

-43.30 

-42.68 

-44.12 

-44.36 

-43.35 

-42.39 

-43.60 

-42 . 69 

-43.43 

-42.46 

-44 . 49 

-41.56 

-41.81 

-40.34 

-39.19 

-37.99 

-36.72 

-36.48 

-35.31 

-35.77 

-34.59 

-34.37 

-33.22 

-38.80 

-38.87 

-38.31 

-37.87 

-39.07 

■38.80 

-38.36 

■38.19 

•39.05 

38.88 

38.46 

38.34 

37.24 

37.66 

36.22 

35.52 



-12.90 

-11.75 

-10.76 

-11.32 

-15.99 

-16.13 

-16.92 

-18.14 

-19.22 

-19.00 

-20.42 

-21.53 

-22.89 

-24.05 

-23.05 

-21.34 

-21.30 

-21.13 

-20.92 

-20.42 

-20.27 

-19.11 

-18.98 

-21.30 

-21.17 

-20.01 

-19.88 

-22.18 

-23.29 

-21.98 

-23.07 

-23.95 

-25.01 

-26.28 

-27.27 

-24.75 

-25.73 

-26.98 

-27.95 

-22.44 

-21.37 

-23.11 

-22.62 



53.05 

52.75 

53.91 

55.15 

51.13 

50.07 

51.60 

50.87 

51.18 

51.90 

50.67 

50.90 

50.72 

50.79 

51.80 

49.88 

48.67 

50.37 

49.50 

50.30 

49.46 

48.72 

47.96 

49.41 

48.65 

47.93 

47.19 

48.76 

49.30 

47.54 

46.68 

46.31 

45.27 

45.62 

44.66 

43.92 

42.96 

43.33 

42.36 

45.44 

45.00 

44.89 

43.70 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



too 
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152 


ASP CB 


-34.55 


152 


ASP CG 


-33.97 


152 


ASP OD1 


-33.75 


152 


ASP OD2 


-33.72 


152 


ASP C 


-34.75 


152 


ASP 0 


-33.90 


153 


GLU N 


-35.01 


153 


GLU CA 


-34.35 


153 


GLU CB 


-34.78 


153 


GLU CG 


-36.22 


153 


GLU CD 


-36.59 


153 


GLU OE1 


-37.05 


153 


GLU OE2 


-36.40 


153 


GLU C 


-32.84 


153 


GLU 0 


-32.12 


154 


SER N 


-32.38 


154 


SER CA 


-30.95 


154 


SER CB 


-30.73 


154 


SER OG 


-31.33 


154 


SER C 


-30.25 


154 


SER O 


-29.02 


155 


CYS N 


-31.02 


155 


CYS CA 


-30.44 


155 


CYS C 


-29.58 


155 


CYS 0 


-29.98 


155 


CYS CB 


-31.53 


155 


CYS SG 


-31.12 


156 


ASN N 


-28.40 


156 


ASM CA 


-27.48 


156 


ASN CB 


-26.09 


156 


ASN CG 


-25.15 


156 


ASN OD1 


-25.21 


156 


ASN ND2 


-24.26 


156 


ASN C 


-27.42 


156 


ASN O 


-26.99 


157 


SER N 


-27.80 


157 


SER CA 


-27.82 


157 


SER CB 


-28.66 


157 


SER OG 


-28.07 


157 


SER C 


-26.43 


157 


SER 0 


-26.27 


158 


ASP N 


-25.42 


158 


ASP CA 


-24.06 



TABLE IV 

-21.50 44.08 15.00 

-20.77 42.87 15.00 

-21.39 41.81 15.00 

-19.56 42.99 15.00 

-23.77 43.07 15.00 

-24.38 43.73 15.00 

-24.02 41.79 15.00 

-25.09 41.04 15.00 

-25.06 39.56 15.00 

-25.45 39.26 15.00 

-25.21 37.78 15.00 

-24.09 37.45 15.00 

-26.14 36.96 15.00 

-24.95 41.09 15.00 

-25.93 40.99 15.00 

-23.71 41.20 15.00 

-23.41 41.24 15.00 

-21.93 40.92 15.00 

-21.57 39.69 15.00 

-23.78 42.55 15.00 

-23.75 42.63 15.00 

-24.11 43.58 15.00 

-24.46 44.87 15.00 

-25.72 44.76 15.00 

-26.72 44.17 15.00 

-24.65 45.92 15.00 

-23.81 47.48 15.00 

-25.67 45.35 15.00 

-26.80 45.29 15.00 

-26.28 44.91 15.00 

-27.39 44.45 15.00 

-28.54 44.94 15.00 

-27.05 43.53 15.00 

-27.58 46.61 15.00 

-27.06 47.64 15.00 

-28.85 46.54 15.00 

-29.72 47.71 15.00 

-30.98 47.45 15.00 

-31.81 46.47 15.00 

-30.14 48.17 15.00 

-30.76 49.23 15.00 

-29.82 47.37 15.00 

-30.18 47.69 15.00 
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TABLE IV 

158 ASP CB -23.44 -30.99 46.55 15.00 

158 ASP CG -23.70 -32.49 46.69 15.00 

158 ASP OD1 -24.30 -33.11 45.78 15.00 

158 ASP OD2 -23.32 -33.05 47.75 15.00 

158 ASP C -23.21 -29.01 48.14 15.00 

158 ASP 0 -22.19 -29.21 48.79 15.00 

159 ASN N -23.67 -27.80 47.85 15.00 
159 ASN CA -22.95 -26.60 48.28 15.00 
159 ASN CB -23.04 -25.49 47.22 15.00 
159 ASN CG -22.27 -24.23 47.61 15.00 
159 ASN OD1 -21.81 -24.09 48.74 15.00 
159 ASN ND2 -22.14 -23.31 46.67 15.00 
159 ASN C -23.55 -26.10 49.61 15.00 

159 ASN O -24.20 -25.06 49.67 15.00 

160 LEU N -23.38 -26.89 50.68 15.00 
160 LEU CA -23.91 -26.47 51.98 15.00 
160 LEU CB -23.83 -27.61 52.99 15.00 
160 LEU CG -24.49 -28.94 52.62 15.00 
160 LEU CD1 -24.41 -29.89 53.81 15.00 
160 LEU CD2 -25.94 -28.71 52.23 15.00 
160 LEU C -23.04 -25.30 52.41 15.00 

160 LEU O -21.82 -25.42 52.46 15.00 

161 ASN N -23.65 -24.15 52.70 15.00 
161 ASN CA -22.86 -22.98 53.07 15.00 
161 ASN CB -22.59 -22.13 51.83 15.00 
161 ASN CG -23.82 -21.92 50.98 15.00 
161 ASN OD1 -24.77 -21.24 51.38 15.00 
161 ASN ND2 -23.83 -22.51 49.81 15.00 
161 ASN C -23.40 -22.10 54.20 15.00 

161 ASN O -22.80 -21.07 54.54 15.00 

162 HIS N -24.47 -22.55 54.85 15.00 
162 HIS CA -25.07 -21.78 55.92 15.00 
162 HIS CB -26.12 -20.83 55.33 15.00 
162 HIS CG -26.58 -19.75 56.27 15.00 
162 HIS CD2 -27.81 -19.22 56.48 15.00 
162 HIS ND1 -25.73 -19.08 57.12 15.00 
162 HIS CE1 -26.41 -18.20 57.83 15.00 
162 HIS NE2 -27.68 -18.27 57.46 15.00 
162 HIS C -25.71 -22.76 56.91 15.00 

162 HIS O -26.37 -23.71 56.50 15.00 

163 ALA N -25.40 -22.58 58.19 15.00 
163 ALA CA -25.96 -23.43 59.24 15.00 
163 ALA CB -24.95 -23.66 60.35 15.00 
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TABLE IV 

163 ALA C -27.17 -22.65 59.74 15.00 

163 ALA 0 -27.10 -21.42 59.92 15.00 

164 VAL N -28.27 -23.34 59.96 15.00 
164 VAL CA -29.51 -22.71 60.36 15.00 
164 VAL CB -30.30 -22.38 59.08 15.00 
164 VAL CGI -31.28 -23.48 58.75 15.00 
164 VAL CG2 -30.90 -20.99 59.15 15.00 
164 VAL C -30.30 -23.60 61.34 15.00 

164 VAL 0 -29.89 -24.73 61.62 15.00 

165 LEU N -31.40 -23.09 61.89 15.00 
165 LEU CA -32.18 -23.86 62.86 15.00 
165 LEU CB -32.27 -23.11 64.20 15.00 
165 LEU CG -32.79 -23.87 65.44 15.00 
165 LEU CD1 -31.76 -24.89 65.90 15.00 
165 LEU CD2 -33.13 -22.90 66.57 15.00 
165 LEU C -33.58 -24.27 62.40 15.00 

165 LEU O -34.39 -23.42 62.03 15.00 

166 ALA N -33.85 -25.57 62.43 15.00 
166 ALA CA -35.15 -26.11 62.05 15.00 
166 ALA CB -35.00 -27.51 61.50 15.00 
166 ALA C -35.99 -26.11 63.33 15.00 

166 ALA 0 -35.76 -26.91 64.25 15.00 

167 VAL N -36.94 -25.19 63.39 15.00 
167 VAL CA -37.80 -25.06 64.55 15.00 
167 VAL CB -37.81 -23.60 65.03 15.00 
167 VAL CGI -38.83 -22.75 64.24 15.00 
167 VAL CG2 -38.06 -23.55 66.50 15.00 
167 VAL C -39.23 -25.58 64.33 15.00 

167 VAL O -40.15 -25.31 65.14 15.00 

168 GLY N -39.44 -26.31 63.24 15.00 
168 GLY CA -40.76 -26.84 62.97 15.00 
168 GLY C -40.97 -27.25 61.53 15.00 

168 GLY 0 -40.02 -27.37 60.74 15.00 

169 TYR N -42.23 -27.48 61.20 15.00 
169 TYR CA -42.67 -27.89 59.87 15.00 
169 TYR CB -42.21 -29.33 59.54 15.00 
169 TYR CG -42.75 -30.41 60.46 15.00 
169 TYR CD1 -43.94 -31.09 60.16 15.00 
169 TYR CE1 -44.43 -32.10 60.99 15.00 
169 TYR CD2 -42.06 -30.79 61.61 15.00 
169 TYR CE2 -42.53 -31.80 62.45 15.00 
169 TYR CZ -43.71 -32.45 62.13 15.00 
169 TYR OH -44.15 -33.47 62.94 15.00 
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169 TYR C 

169 TYR O 

170 GLY N 
170 GLY CA 
170 GLY C 

170 GLY O 

171 ILE N 
171 ILE CA 
171 ILE CB 
171 ILE CG2 
171 ILE CGI 
171 ILE CD1 
171 ILE C 

171 ILE 0 

172 GLN N 
172 GLN CA 
172 GLN CB 
172 GLN CG 
172 GLN CD 
172 GLN OE1 
172 GLN NE2 
172 GLN C 

172 GLN O 

173 LYS N 
173 LYS CA 
173 LYS CB 
173 LYS CG 
173 LYS CD 
173 LYS CE 
173 LYS NZ 
173 LYS C 

173 LYS 0 

174 GLY N 
174 GLY CA 
174 GLY C 

174 GLY O 

175 ASN N 
175 ASN CA 
175 ASN CB 
175 ASN CG 
175 ASN OD1 
175 ASN ND2 
175 ASN C 



-44.18 -27.80 
-44.84 -27.82 
-44.73 -27.73 
-46.17 -27.63 
-46.53 -27.64 
-45.73 -28.04 
-47.71 -27.14 
-48.16 -27.09 
-48.95 -28.37 
-50.04 -28.69 
-49.52 -28.25 
-50.20 -29.53 
-48.97 -25.82 
-49.84 -25.48 
-48.59 -25.07 
-49.21 -23.80 
-48.19 -22.67 
-48.68 -21.32 
-47.73 -20.20 
-47.84 -19.61 
-46.78 -19.89 
-49.73 -23.81 
-48.96 -23.96 
-51.04 -23.64 
-51.73 -23.62 
-51.37 -22.35 
-51.48 -21.01 
-52.85 -20.77 
-54.02 -20.84 
-53.89 -19.90 
-51.39 -24.87 
-51.27 -24.82 
-51.22 -25.99 
-50.91 -27.24 
-49.43 -27.58 
-49.07 -28.71 
-48.59 -26.65 
-47.15 -26.87 
-46.44 -25.64 
-47.06 -25.14 
-47.08 -25.86 
-47.56 -23.91 
-46.54 -27.23 



59.84 15.00 

60.88 15.00 

58.64 15.00 

58.48 15.00 

57.01 15.00 

56.18 15.00 

56.69 15.00 

55.30 15.00 

54.91 15.00 

55.91 15.00 
53.51 15.00 
53.05 15.00 
55.09 15.00 
55.89 15.00 
54.05 15.00 
53.72 15.00 
53.89 15.00 
53.45 15.00 
53.84 15.00 

54.92 15.00 



52.96 


15 


.00 


52.29 


15 


.00 


51.33 


15 


.00 


52.17 


15 


.00 


50.88 


15 


.00 


50.09 


15 


.00 


50.88 


15 


.00 


51.55 


15 


.00 


50.56 


15 


.00 


49.41 


15, 


.00 


50.08 


15, 


.00 


48.87 


15. 


.00 


50.77 


15. 


00 


50.10 


15. 


00 


50.06 


15. 


00 


49.74 


15. 


00 


50.48 


15. 


00 


50.44 


15. 


00 


49.88 


15. 


00 


48.59 


15. 


00 


47.58 


15. 


00 


48.62 


15. 


00 


51.79 


15. 


00 
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175 ASN O -46.63 -26.46 52.74 15.00 

176 LYS N -45.92 -28.40 51.87 15.00 
176 LYS CA -45.28 -28.84 53.09 15.00 
176 LYS CB -44.98 -30.33 53.02 15.00 
176 LYS CG -46.23 -31.18 52.84 15.00 
176 LYS CD -45.95 -32.63 53.09 15.00 
176 LYS CE -47.17 -33.48 52.82 15.00 
176 LYS NZ -46.84 -34.93 52.78 15.00 
176 LYS C -44.00 -28.03 53.20 15.00 

176 LYS O -43.37 -27.73 52.19 15.00 

177 HIS N -43.59 -27.69 54.42 15.00 
177 HIS CA -42.39 -26.88 54.58 15.00 
177 HIS CB -42.76 -25.39 54.51 15.00 
177 HIS CG -43.62 -24.94 55.64 15.00 
177 HIS CD2 -43.32 -24.68 56.94 15.00 
177 HIS ND1 -44.96 -24.70 55.50 15.00 
177 HIS CE1 -45.46 -24.31 56.66 15.00 
177 HIS NE2 -44.48 -24.29 57.55 15.00 
177 HIS C -41.68 -27.10 55.88 15.00 

177 HIS 0 -42.20 -27.76 56.78 15.00 

178 TRP N -40.52 -26.46 55.99 15.00 
178 TRP CA -39.69 -26.51 57.18 15.00 
178 TRP CB -38.24 -26.84 56.79 15.00 
178 TRP CG -38.01 -28.23 56.31 15.00 
178 TRP CD2 -38.14 -29.45 57.06 15.00 
178 TRP CE2 -37.73 -30.50 56.22 15.00 
178 TRP CE3 -38.56 -29.74 58.37 15.00 
178 TRP CD1 -37.55 -28.59 55.07 15.00 
178 TRP NE1 -37.38 -29.95 55.01 15.00 
178 TRP CZ2 -37.73 -31.85 56.64 15.00 
178 TRP CZ3 -38.56 -31.08 58.79 15.00 
178 TRP CH2 -38.14 -32.12 57.92 15.00 
178 TRP C -39.73 -25.11 57.74 15.00 

178 TRP 0 -39.68 -24.14 56.97 15.00 

179 ILE N -39.90 -24.97 59.05 15.00 
179 ILE CA -39.91 -23.65 59.65 15.00 
179 ILE CB -40.89 -23.55 60.84 15.00 
179 ILE CG2 -40.95 -22.10 61.34 15.00 
179 ILE CGI -42.29 -24.02 60.43 15.00 
179 ILE CD1 -43.32 -23.95 61.55 15.00 
179 ILE C -38.47 -23.41 60.08 15.00 

179 ILE 0 -37.96 -24.05 61.00 15.00 

180 ILE N -37.79 -22.52 59.36 15.00 
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15.00 
15.00 
15.00 
15.00 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

IS. 00 

15.00 



TABLE IV 

180 ILE CA -36.40 -22.23 59.61 
180 ILE CB -35.58 -22.34 58.29 
180 ILE CG2 -34.14 -21.97 58.52 
180 ILE CGI -35.74 -23.74 57.68 
180 ILE CD1 -35.52 -24.88 58.66 15~(So 
180 ILE C -36.13 -20.88 60.25 

180 ILE 0 -36.68 -19.85 59.84 

181 LYS N -35.24 -20.90 61.25 
181 LYS CA -34.84 -19.72 61.99 
181 LYS CB -34.77 -20.06 63.48 
181 LYS CG -34.66 -18.84 64.35 
181 LYS CD -34.34 -19.17 65.79 
181 LYS CE -34.16 -17.89 66.56 
181 LYS NZ -33.69 -18.09 67.94 
181 LYS C -33.46 -19.27 61.49 

181 LYS 0 -32.50 -20.03 61.56 

182 ASN N -33.37 -18.05 60.98 
182 ASN CA -32.11 -17.52 60.47 
182 ASN CB -32.33 -16.76 59.15 
182 ASN CG -31.05 -16.64 58.29 
182 ASN OD1 -30.00 -17.21 58.60 15.00 
182 ASN ND2 -31.15 -15.91 57.18 15.00 
182 ASN C -31.43 -16.62 61.51 15.00 

182 ASN 0 -32.00 -16.33 62.57 15.00 

183 SER N -30.18 -16.25 61.24 15.00 
183 SER CA -29.43 -15.38 62.14 15.00 
183 SER CB -28.25 -16.13 62.75 15.00 
183 SER OG -27.48 -16.78 61.76 15.00 
183 SER C -28.96 -14.09 61.44 15.00 

183 SER 0 -27.85 -13.63 61.66 15.00 

184 TRP N -29.82 -13.52 60.59 15.00 
184 TRP CA -29.50 -12.28 59.88 15.00 
184 TRP CB -29.69 -12.45 58.37 15.00 
184 TRP CG -28.71 -13.44 57.76 15.00 
184 TRP CD2 -28.74 -13.98 56.44 15.00 
184 TRP CE2 -27.62 -14.83 56.30 15.00 
184 TRP CE3 -29.60 -13.83 55.34 15.00 
184 TRP CD1 -27.60 -13.98 58.37 15.00 
184 TRP NE1 -26.95 -14.81 57.50 15.00 
184 TRP CZ2 -27.34 -15.53 55.13 15.00 
184 TRP CZ3 -29.33 -14.52 54.17 15.00 
184 TRP CH2 -28.21 -15.35 54.07 15.00 
184 TRP C -30.35 -11.11 60.40 15.00 



lot 
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TABLE IV 

184 TRP O -30.51 -10.09 59.72 15.00 

185 GLY N -30.84 -11.25 61.63 15.00 
185 GLY CA -31.67 -10.22 62.24 15.00 
185 GLY C -33:14 -10.43 61.94 15.00 

185 GLY 0 -33.49 -11.18 61.03 15.00 

186 GLU N -33.99 -9.73 62.68 15.00 
186 GLU CA -35.45 -9.83 62.50 15.00 
186 GLU CB -36.17 -9.31 63.74 15.00 
186 GLU CG -35.94 -10.14 64.97 15.00 
186 GLU CD -37.15 -10.15 65.89 15.00 
186 GLU OE1 -38.26 -10.52 65.41 15.00 
186 GLU OE2 -37.01 -9.81 67.09 15.00 
186 GLU C -36.05 -9.15 61.27 15.00 

186 GLU 0 -37.10 -9.56 60.78 15.00 

187 ASN N -35.38 -8.12 60.76 15.00 
187 ASN CA -35.89 -7.42 59.59 15.00 
187 ASN CB -35.32 -6.00 59.52 15.00 
187 ASN CG -35.95 -5.04 60.53 15.00 
187 ASN OD1 -35.82 -3.83 60.39 15.00 
187 ASN ND2 -36.62 -5.58 61.56 15.00 
187 ASN C -35.60 -8.14 58.29 15.00 

187 ASN 0 -35.82 -7.57 57.22 15.00 

188 TRP N -35.12 -9.38 58.37 15.00 
188 TRP CA -34.81 -10.18 57.17 15.00 
188 TRP CB -33.42 -10.84 57.28 15.00 
188 TRP CG -33.16 -11.85 56.18 15.00 
188 TRP CD2 -33.54 -13.23 56.17 15.00 
188 TRP CE2 -33.19 -13.75 54.89 15.00 
188 TRP CE3 -34.14 -14.09 57.10 15.00 
188 TRP CD1 -32.60 -11.59 54.97 15.00 
188 TRP NE1 -32.63 -12.73 54.18 15.00 
188 TRP CZ2 -33.44 -15.08 54.52 15.00 
188 TRP CZ3 -34.39 -15.42 56.74 15.00 
188 TRP CH2 -34.03 -15.90 55.46 15.00 
188 TRP C -35.88 -11.27 57.03 15.00 

188 TRP 0 -36.45 -11.71 58.04 15.00 

189 GLY N -36.14 -11.69 55.79 15.00 
189 GLY CA -37.13 -12.72 55.53 15.00 
189 GLY C -38.45 -12.40 56.21 15.00 

189 GLY O -38.91 -11.26 56.15 15.00 

190 ASN N -39.07 -13.38 56.85 15.00 
190 ASN CA -40.33 -13.14 57.55 15.00 
190 ASN CB -41.33 -14.27 57.29 15.00 



i<4 
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190 ASN CG 
190 ASN OD1 
190 ASN ND2 
190 ASN C 

190 ASN 0 

191 LYS N 
191 LYS CA 
191 LYS CB 
191 LYS CG 
191 LYS CD 
191 LYS CE 
191 LYS NZ 
191 LYS C 

191 LYS O 

192 GLY N 
192 GLY CA 
192 GLY C 

192 GLY O 

193 TYR N 
193 TYR CA 
193 TYR CB 
193 TYR CG 
193 TYR CD1 
193 TYR CE1 
193 TYR CD2 
193 TYR CE2 
193 TYR CZ 
193 TYR OH 
193 TYR C 

193 TYR O 

194 ILE N 
194 ILE CA 
194 ILE CB 
194 ILE CG2 
194 ILE CGI 
194 ILE CD1 
194 ILE C 

194 ILE O 

195 LEU N 
195 LEU CA 
195 LEU CB 
195 LEU CG 
195 LEU CD1 
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TABLE IV 

-42.74 -13.89 57.69 15.00 

-42.98 -12.88 58.35 15.00 

-43.69 -14.70 57.26 15.00 

-40.03 -13.04 59.04 15.00 

-40.09 -14.04 59.76 15.00 

-39.68 -11.83 59.49 15.00 

-39.34 -11.59 60.90 15.00 

-40.57 -11.79 61.81 15.00 

-41.66 -10.76 61.63 15.00 

-42.98 -11.23 62.27 15.00 

-43.69 -12.29 61.41 15.00 

-42.88 -13.54 61.16 15.00 

-38.18 -12.50 61.33 15.00 

-38.18 -13.07 62.44 15.00 

-37.22 -12.67 60.43 15.00 

-36.06 -13.51 60.71 15.00 

-36.27 -14.99 60.45 15.00 

-35.41 -15.81 60.78 15.00 

-37.40 -15.34 59.87 15.00 

-37.69 -16.74 59.58 15.00 

-38.93 -17.20 60.33 15.00 



-38.68 


-17.49 


61.78 


15 


.00 


-38.81 


-16.48 


62.74 


15 


.00 


-38.56 


-16.73 


64.09 


15 


.00 


-38.31 


-18.77 


62.20 


15 


.00 


-38.06 


-19.03 


63.55 


15 


.00 


-38.18 


-18.01 


64.48 


15 


.00 


-37.91 


-18.26 


65.81 


15 


.00 


-37.92 


-16.95 


58.10 


15. 


.00 


-38.22 


-16.01 


57.36 


15. 


.00 


-37.81 


-18.21 


57.68 


15. 


.00 


-38.04 


-18.60 


56.31 


15. 


.00 


-36.73 


-18.55 


55.43 


15. 


00 


-35.60 


-19.33 


56.09 


15. 


00 


-37.01 


-19.10 


54.03 


15. 


00 


-35.85 


-18.96 


53.07 


15. 


00 


-38.63 


-20.00 


56.30 


15. 


00 


■38.16 


-20.88 


57.01 


15. 


00 


•39.72 


-20.18 


55.55 


15. 


00 


•40.34 


-21.49 


55.42 


15. 


00 


41.87 


-21.37 


55.28 


15. 


00 


42.73 


-20.47 


56.17 


15. 


00 


44.18 


-20.60 


55.73 


15. 


00 
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195 LEU CD2 -42.58 -20.81 57.65 15.00 

195 LEU C -39.76 -22.05 54.13 15.00 

195 LEU O -39.93 -21.45 53.06 15.00 

196 MET N -39.03 -23.15 54.22 15.00 
196 MET CA -38.43 -23.75 53.02 15.00 
196 MET CB -36.94 -24.02 53.26 15.00 
196 MET CG -36.14 -22.77 53.55 15.00 
196 MET SD -34.44 -23.13 54.06 15.00 
196 MET CE -33.70 -23.51 52.45 15.00 
196 MET C -39.16 -25.05 52.64 15.00 

196 MET O -39.62 -25.77 53.52 15.00 

197 ALA N -39.26 -25.34 51.35 15.00 
197 ALA CA -39.95 -26.53 50.86 15.00 
197 ALA CB -39.82 -26.63 49.36 15.00 
197 ALA C -39.52 -27.84 51.52 15.00 

197 ALA 0 -38.32 -28.08 51.73 15.00 

198 ARG N -40.50 -28.68 51.85 15.00 
198 ARG CA -40.27 -29.98 52.48 15.00 
198 ARG CB -41.04 -30.07 53.81 15.00 
198 ARG CG -41.06 -31.45 54.43 15.00 
198 ARG CD -41.33 -31.38 55.94 15.00 
198 ARG NE -42.61 -30.75 56.26 15.00 
198 ARG CZ -43.75 -31.42 56.44 15.00 
198 ARG NH1 -43.78 -32.74 56.32 15.00 
198 ARG NH2 -44.87 -30.76 56.70 15.00 
198 ARG C -40.73 -31.09 51.56 15.00 

198 ARG O -41.79 -31.00 50.96 15.00 

199 ASN N -39.95 -32.17 51.52 15.00 
199 ASN CA -40.22 -33.33 50.68 15.00 
199 ASN CB -41.58 -33.97 50.99 15.00 
199 ASN CG -41.67 -34.52 52.39 15.00 
199 ASN OD1 -40.69 -34.50 53.14 15.00 
199 ASN ND2 -42.85 -34.99 52.77 15.00 
199 ASN C -40.16 -32.94 49.21 15.00 

199 ASN O -40.84 -33.53 48.36 15.00 

200 LYS N -39.35 -31.93 48.91 15.00 
200 LYS CA -39.21 -31.49 47.55 15.00 
200 LYS CB -39.47 -29.99 47.43 15.00 
200 LYS CG -40.30 -29.64 46.22 15.00 
200 LYS CD -41.12 -28.37 46.46 15.00 
200 LYS CE -42.16 -28.18 45.36 15.00 
200 LYS NZ -41.56 -28.02 43.99 15.00 
200 LYS C -37.78 -31.85 47.17 15.00 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
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200 LYS O -36.94 -30.98 46.93 15.00 

201 ASN N -37.51 -33.15 47.20 15.00 
201 ASN CA -36.21 -33.69 46.86 15.00 
201 ASN CB -35.94 -33.51 45.37 15.00 
201 ASN CG -36.89 -34.30 44.52 15.00 
201 ASN OD1 -37.20 -35.46 44.81 15.00 
201 ASN ND2 -37.40 -33.66 43.47 
201 ASN C -35.03 -33.16 47.67 

201 ASN 0 -33.94 -32.96 47.11 

202 ASN N -35.23 -33.00 48.98 
202 ASN CA -34.18 -32.51 49.89 
202 ASN CB -33.04 -33.54 49.99 
202 ASN CG -32.05 -33.23 51.10 
202 ASN OD1 -32.41 -32.67 52.14 15.00 
202 ASN ND2 -30.79 -33.59 50.89 15.00 
202 ASN C -33.66 -31.16 49.41 15.00 

202 ASN 0 -32.46 -30.95 49.27 15.00 

203 ALA N -34.57 -30.23 49.18 15.00 
203 ALA H -35.42 -30.45 49.60 15.00 
203 ALA CA -34.31 -28.90 48.63 15.00 
203 ALA CB -35.55 -28.01 48.72 15.00 
203 ALA C -33.20 -28.21 49.44 15.00 

203 ALA 0 -33.27 -28.01 50.64 15.00 

204 CYS N -32.19 -27.72 48.68 15.00 
204 CYS CA -31.05 -26.98 49.22 15.00 
204 CYS C -30.21 -27.75 50.22 15.00 
204 CYS 0 -29.44 -27.14 50.97 15.00 
204 CYS CB -31.51 -25.67 49.86 15.00 

204 CYS SG -32.47 -24.53 48.82 15.00 

205 GLY N -30.37 -29.07 50.27 15.00 
205 GLY CA -29.60 -29.89 51.20 15.00 
205 GLY C -30.01 -29.85 52.66 15.00 

205 GLY 0 -29.23 -30.21 53.55 15.00 

206 ILE N -31.27 -29.50 52.90 15.00 
206 ILE CA -31.84 -29.38 54.25 15.00 
206 ILE CB -33.38 -29.05 54.17 15.00 
206 ILE CG2 -34.13 -30.21 53.53 15.00 
206 ILE CGI -33.94 -28.69 55.54 15.00 
206 ILE CD1 -33.54 -27.31 56.02 15.00 
206 ILE C -31.59 -30.57 55.19 15.00 

206 ILE O -31.42 -30.39 56.40 15.00 

207 ALA N -31.52 -31.77 54.64 15.00 
207 ALA CA -31.27 -32.95 55.49 15.00 
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207 ALA CB 


-32.38 


207 ALA C 


-29.89 


207 ALA 0 


-29.62 


208 ASN N 


-28.99 


208 ASN CA 


-27.66 


208 ASN CB 


-27.05 


208 ASN CG 


-27.49 


208 ASN OD1 


-27.92 


208 ASN ND2 


-27.39 


208 ASN C 


-26.67 


208 ASN 0 


-25.80 


209 LEU N 


-26.82 


209 LEU CA 


-25.92 


209 LEU CB 


-24.79 


209 LEU CG 


-23.53 


209 LEU CD1 


-22.72 


209 LEU CD2 


-22.72 


209 LEU C 


-26.69 


209 LEU O 


-26.54 


210 ALA N 


-27.50 


210 ALA H 


-27.89 


210 ALA CA 


-28.32 


210 ALA CB 


-29.80 


210 ALA C 


-27.94 


210 ALA 0 


-27.57 


211 SER N 


-28.10 


211 SER CA 


-27.80 


211 SER CB 


-26.28 


211 SER OG 


-25.71 


211 SER C 


-28.46 


211 SER 0 


-29.01 


212 PHE N 


-28.43 


212 PHE CA 


-28.98 


212 PHE CB 


-30.46 


212 PHE CG 


-30.74 


212 PHE CD1 


-31.03 


212 PHE CD2 


-30.76 


212 PHE CE1 


-31.34 


212 PHE CE2 


-31.06 


212 PHE CZ 


-31.35 


212 PHE C 


-28.18 


212 PHE 0 


-27.65 


213 PRO N 


-28.03 



TABLE IV 

-33.99 55.31 15.00 

-33.58 55.26 15.00 

-34.70 55.70 15.00 

-32.84 54.62 15.00 

-33.36 54.34 15.00 

-32.65 53.13 15.00 

-33.27 51.83 15.00 

-34.43 51.79 15.00 

-32.51 50.75 15.00 

-33.32 55.51 15.00 

-34.19 55.61 15.00 

-32.35 56.40 15.00 

-32.20 57.53 15.00 

-31.22 57.16 15.00 

-31.18 58.02 15.00 

-32.44 57.77 15.00 

-29.93 57.68 15.00 

-31.68 58.75 15.00 

-30.52 59.15 15.00 

-32.55 59.34 15.00 

-32.98 58.56 15.00 

-32.12 60.48 15.00 

-32.37 60.21 15.00 

-32.94 61.72 15.00 

-34.09 61.63 15.00 

-32.29 62.88 15.00 

-32.92 64.15 15.00 

-32.97 64.37 15.00 

-31.66 64.34 15.00 

-32.19 65.33 15.00 

-31.09 65.17 15.00 

-32.83 66.50 15.00 

-32.24 67.71 15.00 

-32.59 67.86 15.00 

-34.06 67.93 15.00 

-34.79 66.77 15.00 

-34.72 69.16 15.00 

-36.13 66.83 15.00 

-36.08 69.22 15.00 

-36.79 68.05 15.00 

-32.66 68.96 15.00 

-33.77 69.03 15.00 

-31.76 69.92 15.00 
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TABLE IV 

213 PRO CD -28.51 -30.37 69.98 15.00 

213 PRO CA -27.28 -32.11 71.13 15.00 

213 PRO CB -27.07 -30.76 71.79 15.00 

213 PRO CG -28.33 -30.03 71.43 15.00 

213 PRO C -28.10 -33.03 72.01 15.00 

213 PRO O -29.33 -33.00 71.95 15.00 

214 LYS N -27.42 -33.86 72.80 15.00 
214 LYS CA -28.08 -34.78 73.73 15.00 
214 LYS CB -27.64 -36.23 73.50 15.00 
214 LYS CG -27.92 -36.75 72.10 15.00 
214 LYS CD -27.72 -38.26 72.00 15.00 
214 LYS CE -26.29 -38.66 72.30 15.00 
214 LYS NZ -26.00 -39.99 71.69 15.00 
214 LYS C -27.60 -34.34 75.10 15.00 

214 LYS O -26.43 -34.00 75.26 15.00 

215 MET N -28.50 -34.30 76.07 15.00 
215 MET CA -28.12 -33.90 77.42 15.00 
215 MET CB -28.97 -32.72 77.89 15.00 
215 MET CG -28.96 -31.51 76.95 15.00 
215 MET SD -29.63 -30.02 77.75 15.00 
215 MET CE -28.68 -28.69 76.95 15.00 
215 MET C -28.26 -35.09 78.36 15.00 
215 MET OT1 -27.93 -34.95 79.55 15.00 

215 MET OT2 -28.65 -36.17 77.89 15.00 

216 HOH OH2 -26.08 -16.55 83.97 15.00 

217 HOH OH2 -20.53 -32.33 79.43 15.00 

218 HOH OH2 -31.21 -16.22 65.49 15.00 

219 HOH OH2 -30.95 -18.19 68.23 15.00 

220 HOH OH2 -6.96 -10.59 69.84 15.00 

221 HOH OH2 -15.23 -12.63 73.08 15.00 

222 HOH OH2 -34.53 -23.51 69.96 15.00 

223 HOH OH2 -13.78 -33.08 69.63 15.00 

224 HOH OH2 -17.84 -17.71 57.57 15.00 

225 HOH OH2 -24.92 -31.02 61.65 15.00 

226 HOH OH2 -12.76 -8.21 61.82 15.00 

227 HOH OH2 -14.16 -21.69 66.48 15.00 

228 HOH OH2 -44.08 -26.87 48.48 15.00 

229 HOH OH2 -44.49 -35.40 55.40 15.00 

230 HOH OH2 -39.27 -16.80 68.54 15.00 

231 HOH OH2 -24.12 -35.40 48.13 15.00 

232 HOH OH2 -9.62 -25.46 63.42 15.00 

233 HOH OH2 -46.02 -25.14 44.36 15.00 

234 HOH OH2 -27.99 -19.44 61.96 15.00 
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TABLE IV 

235 HOH OH2 -22.10 -30.02 61.67 15.00 

236 HOH OH2 -27.35 -15.73 71.93 15.00 

237 HOH OH2 -29.19 -17.48 70.74 15.00 

238 HOH OH2 -29.55 -22.69 83.52 15.00 

239 HOH OH2 -35.73 -26.96 51.77 15.00 

240 HOH OH2 -36.27 -24.64 49.31 15.00 

241 HOH OH2 -46.67 -33.01 57.38 15.00 

242 HOH OH2 -27.40 -10.90 68.66 15.00 

243 HOH OH2 -42.01 -15.97 60.76 15.00 

244 HOH OH2 -18.00 -3.18 62.85 15.00 

245 HOH OH2 -33.49 -28.43 70.56 15.00 

246 HOH OH2 -44.87 -25.33 75.86 15.00 

247 HOH OH2 -17.32 -10.85 74.90 15.00 

248 HOH OH2 -11.45 -17.84 66.51 15.00 

249 HOH OH2 -11.56 -21.89 82.27 15.00 

250 HOH OH2 -28.01 -35.21 58.24 15.00 

251 HOH OH2 -35.05 -10.64 53.00 15.00 

252 HOH OH2 -31.64 -28.63 46.10 15.00 

253 HOH OH2 -35.04 -24.79 46.85 15.00 

254 HOH OH2 -41.38 -35.11 55.81 15.00 

255 HOH OH2 -40.44 -19.77 71.52 15.00 

256 HOH OH2 -43.66 -16.34 65.70 15.00 

257 HOH OH2 -39.00 -11.99 70.39 15.00 

258 HOH OH2 -30.92 -9.07 66.51 15.00 

259 HOH OH2 -32.51 -6.89 60.41 15.00 

260 HOH OH2 -19.20 -8.29 62.91 15.00 

261 HOH OH2 -33.67 -20.84 69.78 15.00 

262 HOH OH2 -32.87 -44.92 73.87 15.00 

263 HOH OH2 -13.20 -24.01 76.81 15.00 

264 HOH OH2 -8.83 -25.26 60.26 15.00 

265 HOH OH2 -17.23 -39.22 57.64 15.00 

266 HOH OH2 -21.10 -32.62 61.09 15.00 

267 HOH OH2 -24.50 -33.44 60.85 15.00 

268 HOH OH2 -6.37 -28.13 76.25 15.00 

269 HOH OH2 -10.20 -38.51 65.40 15.00 

270 HOH OH2 -21.41 -37.76 78.27 15.00 

271 HOH OH2 -22.56 -38.95 69.33 15.00 

272 HOH OH2 -30.18 -25.13 93.77 15.00 

273 HOH OH2 -12.08 -12.20 63.63 15.00 

274 HOH OH2 -1.36 -9.62 67.96 15.00 

275 HOH OH2 -28.39 -30.26 56.30 15.00 

276 HOH OH2 -29.74 -20.19 48.42 15.00 

277 HOH OH2 -26.12 -23.01 44.41 15.00 
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TABLE IV 

278 HOH OH2 -29.92 -34.21 47.42 15.00 

279 HOH OH2 -26.24 -33.39 47.92 15.00 

280 HOH OH2 -32.19 -28.29 42.42 15.00 

281 HOH OH2 -37.49 -30.33 50.55 15.00 
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TABLE V 



PCTAJS96/17512 



Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 

complex with inhibitor (IS) -N- [2- [ (1- 
benzyloxycarbonylamino) -3-methylbutyl] thiazol-4- 
ylcarbonyl ] -N • - (N-benzyloxycarbonyl-L- 
leucinyl ) hydrazide . 



esidue 


Atom 


X 


Y 


Z 


B 


1 


ALA 


CB 


A A TO 

-44 . 33 


-37 .20 


63 .83 


15.00 


1 


ALA 


C 


-46.76 


-36 . 62 


63 .83 


15.00 


1 


ALA 


0 


-47 ,46 


-36 . 94 


62 . 86 


15. 00 


1 


ALA 


N 


-46 . 07 


-38 . 96 


63 . 89 


15 . 00 


1 


ALA 


CA 


-45 .70 


-37 . 59 


64 .36 


15.00 


2 


PRO 


N 


-46 . 94 


-35.47 


64 .51 


15 . 00 


2 


PRO 


CD 


-46.25 


-35 . 02 


65 .74 


15. 00 


2 


PRO 


CA 


-47 . 93 


-34 .49 


64 .07 


15. 00 


2 


PRO 


CB 


-47 . 63 


-33 .28 


64 .97 


15.00 


2 


PRO 


CG 


-47.15 


-33 .90 


66.23 


15.00 


2 


PRO 


C 


-47.63 


-34.15 


62 .63 


15.00 


2 


PRO 


0 


-46.50 


-34 .30 


62 .16 


15. 00 


3 


ASP 


N 


-48 . 65 


-33 .74 


61.88 


15.00 


3 


ASP 


CA 


-48 .39 


-33 .36 


60.52 


15.00 


3 


ASP 


CB 


-49.60 


-33 .60 


59.63 


15.00 


3 


ASP 


CG 


-49.78 


-35.10 


59.29 


15.00 


3 


ASP 


OD1 


-50. 65 


-35.42 


58.45 


15.00 


3 


ASP 


OD2 


-49.05 


-35 .95 


59. 86 


15.00 


3 


ASP 


C 


-47.92 


-31.92 


60.51 


15.00 


3 


ASP 


0 


-47.44 


-31.42 


59.49 


15.00 


4 


SER 


N 


-47.94 


-31.30 


61.69 


15.00 


4 


SER 


CA 


-47.55 


-29.91 


61.87 


15.00 


4 


SER 


CB 


-48.70 


-28.98 


61.49 


15.00 


4 


SER 


OG 


-48.42 


-27.64 


61.85 


15.00 


4 


SER 


C 


-47.13 


-29.61 


63.29 


15.00 


4 


SER 


0 


-47.79 


-30.03 


64.24 


15.00 


5 


VAL 


N 


-46.04 


-28.86 


63.45 


15.00 


5 


VAL 


CA 


-45.60 


-28.47 


64.78 


15.00 


5 


VAL 


CB 


-44.86 


-29.61 


65.53 


15.00 


5 


VAL 


CGI 


-43.46 


-29.81 


64.97 


15.00 


5 


VAL 


CG2 


-44.83 


-29.31 


67.02 


15.00 


5 


VAL 


C 


-44.78 


-27.20 


64.70 


15.00 


5 


VAL 


0 


-44.00 


-26.98 


63.77 


15.00 



WO 97/16177 PCT/US96/17512 

TABLE V 

6 ASP N -44.98 -26.34 65.69 15.00 

6 ASP CA -44.29 -25.07 65.76 15.00 

6 ASP CB -45.27 -23.94 65.39 15.00 

6 ASP CG -44.57 -22.65 65.00 15.00 

6 ASP OD1 -43.38 -22.47 65.35 15.00 

6 ASP OD2 -45.21 -21.81 64.33 15.00 

6 ASP C -43.72 -24.87 67.16 15.00 

6 ASP O -44.44 -24.51 68.10 15.00 

7 TYR N -42.41 -25.07 67.29 15.00 
7 TYR CA -41.75 -24.90 68.58 15.00 
7 TYR CB -40.35 -25.51 68.57 15.00 
7 TYR CG -40.39 -27.00 68.75 15.00 
7 TYR CD1 -40.49 -27.57 70.02 15.00 
7 TYR CE1 -40.58 -28.94 70.20 15.00 
7 TYR CD2 -40.38 -27.87 67.65 15.00 
7 TYR CE2 -40.47 -29.25 67.81 15.00 
7 TYR CZ -40.57 -29,77 69.09 15.00 

15.00 



7 TYR O -41.62 -23.22 70.29 

8 ARG N -41.91 -22.51 68.17 



7 TYR OH -40.68 -31.13 69.28 

7 TYR C -41.75 -23.46 69.08 15.00 

15.00 
15.00 

8 ARG CA -41.98 -21.10 68.55 15.00 
8 ARG CB -42.05 -20.19 67.33 15.00 
8 ARG CG -40.91 -20.36 66.38 15.00 
8 ARG CD -41.09 -19.45 65.19 15.00 
8 ARG NE -42.20 -19.81 64.32 15.00 
8 ARG CZ -42.56 -19.12 63.24 15.00 
8 ARG NH1 -41.89 -18.03 62.89 15.00 
8 ARG NH2 -43.63 -19.48 62.56 15.00 
8 ARG C -43.22 -20.92 69.42 15.00 

8 ARG O -43.17 -20.22 70.43 15 00 

9 LYS N -44.31 -21.59 69.04 15.00 
9 LYS CA -45.55 -21.53 69.81 15.00 
9 LYS CB -46.77 -21.98 68.99 15.00 
9 LYS CG -47.20 -21.00 67.88 15.00 
9 LYS CD -48.52 -21.46 67.22 15.00 
9 LYS CE -48.99 -20.55 66.08 15.00 
9 LYS NZ -49.38 -19.15 66.49 15.00 
9 LYS C -45.44 -22.32 71.13 15.00 
9 LYS O -46.27 -22.17 72.02 15.00 

10 LYS N -44.41 -23.16 71.23 15.00 

10 LYS CA -44.17 -23.94 72.43 15.00 



v\4 



WO 97/16177 



PCT/US96/17512 



10 


LYS CB 


-43.58 


10 


LYS CG 


-44.58 


10 


LYS CD 


•43.93 


10 


LYS CE 


-44.97 


10 


LYS NZ 


-45.93 


10 


LYS C 


-43 .25 


10 


LYS 0 


-43.06 


11 


GLY N 


-42.67 


11 


GLY CA 


-41.78 


11 


GLY C 


-40.38 


11 


GLY 0 


-39.64 


12 


TYR N 


-40.01 


12 


TYR CA 


-38 .71 


12 


TYR CB 


-38.80 


12 


TYR CG 


-39.27 


12 


TYR CD1 


-40.41 


12 


TYR CE1 


-40.84 


12 


TYR CD2 


-38.57 


12 


TYR CE2 


-38.99 


12 


TYR CZ 


-40 .12 


12 


TYR OH 


-40.50 


12 


TYR C 


-37.64 


12 


TYR 0 


-36.46 


13 


VAL N 


-38.06 


13 


VAL CA 


-37.14 


13 


VAL CB 


-37.66 


13 


VAL CGI 


-36.66 


13 


VAL CG2 


-37.95 


13 


VAL C 


-36.89 


13 


VAL 0 


-37.84 


14 


THR N 


-35. 63 


14 


THR CA 


•35.31 


14 


THR CB 


-33 .91 


14 


THR OG1 


-32.93 


14 


THR CG2 


-33.80 


14 




-35 44 


14 


THR 0 


-35.63 


15 


PRO N 


-35.41 


15 


PRO CD 


-35.34 


15 


PRO CA 


-35.53 


15 


PRO CB 


-35.29 


15 


PRO CG 


-35.87 



TABLE V 

-25.32 72.11 15.00 

-26.34 71.57 15.00 

-27.72 71.47 15.00 

-28.81 71.25 15.00 

-28.85 72.39 15.00 

-23.20 73.40 15.00 

-23.65 74.53 15.00 

-22.09 72.95 15.00 

-21.32 73.79 15.00 

-21.91 73.87 15.00 

-21.67 74.83 15.00 

-22.66 72.84 15.00 

-23.31 72.77 15.00 

-24.65 72.05 15.00 

-25.80 72.87 15.00 

-25.71 73.66 15.00 

-26.79 74.42 15.00 

-27.00 72.85 15.00 

-28.09 73.59 15.00 

-27.98 74.38 15.00 

-29.07 75.14 15.00 

-22.48 72.08 15.00 

-22.81 72.16 15.00 

-21.44 71.37 15.00 

-20.62 70.58 15.00 

-20.50 69.13 15.00 

-19.77 68.25 15.00 

-21.87 68.56 15.00 

-19.23 71.14 15.00 

-18.50 71.45 15.00 

-18.84 71.23 15.00 

-17.51 71.72 15.00 

-17.47 72.36 15.00 

-17.77 71.36 15.00 

-18.49 73.47 15.00 

-16.50 70.56 15.00 

-16.89 69.40 15.00 

-15.19 70.86 15.00 

-14.54 72.18 15.00 

-14.18 69.79 15.00 

-12.87 70.53 15.00 

-13.15 71.89 15.00 



WO 97/16177 



PCT/US96/17512 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



TABLE V 

15 PRO C -34.52 -14.37 68.66 15.00 

15 PRO 0 -33.50 -15.04 68.82 15.00 

16 VAL N -34.82 -13.76 67.52 15.00 
16 VAL CA -33.93 -13.83 66.37 15.00 
16 VAL CB -34.62 -13.31 65.09 15.00 
16 VAL CGI -33.61 -13.11 63.98 15 00 
16 VAL CG2 -35.68 -14.31 64.65 15.00 
16 VAL C -32.68 -13.01 66.64 

16 VAL O -32.76 -11.88 67.11 

17 LYS N -31.52 -13.61 66.39 
17 LYS CA -30.24 -12.96 66.58 
17 LYS CB -29.25 -13.89 67.30 
17 LYS CG -29.81 -14.64 68.50 
17 LYS CD -30.24 -13.71 69.61 15.00 
17 LYS CE -30.58 -14.46 70.88 15.00 
17 LYS NZ -31.75 -15.34 70.73 15.00 
17 LYS C -29.67 -12.53 65.23 15.00 

17 LYS O -30.20 -12.88 64.17 15.00 

18 ASN N -28.57 -11.79 65.27 15.00 
18 ASN CA -27.90 -11.32 64.06 15.00 
18 ASN CB -28.17 -9.84 63.80 15.00 
18 ASN CG -27.66 -9.39 62.45 15.00 
18 ASN OD1 -26.79 -10.02 61.85 15.00 
18 ASN ND2 -28.20 -8.29 61.95 15.00 
18 ASN C -26.41 -11.58 64.19 15.00 

18 ASN O -25.74 -11.03 65.08 15.00 

19 GLN N -25.89 -12.42 63.30 15.00 
19 GLN CA -24.48 -12.75 63.31 15.00 
.19 GLN CB -24.20 -14.02 62.48 15.00 
19 GLN CG -24.56 -13.94 61.00 15.00 
19 GLN CD -24.28 -15.24 60.27 15.00 
19 GLN OE1 -25.14 -15.79 59.60 15.00 
19 GLN NE2 -23.06 -15.74 60.40 15.00 
19 GLN C -23.59 -11.60 62.86 15.00 

19 GLN O -22.43 -11.51 63.27 15.00 

20 GLY N -24.12 -10.71 62.03 15.00 
20 GLY CA -23.32 -9.59 61.55 15.00 
20 GLY C -22.33 -10.05 60.49 15.00 

20 GLY O -22.59 -11.03 59.78 15.00 

21 GLN N -21.19 -9.38 60.40 15.00 
21 GLN CA -20.18 -9.73 59.39 15.00 
21 GLN CB -19.51 -8.48 58.81 15.00 
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TABLE V 

57.93 15.00 

56.62 15.00 

56.07 15.00 

56.11 15.00 

59.95 15.00 

60.02 15.00 
60.34 15.00 
60.89 15.00 
60.53 15.00 
60.62 15.00 
62.41 15.00 
63.33 15.00 

60.00 15.00 
59.66 15.00 
60.89 15.00 

60.98 15.00 
61.81 15.00 

63.03 15.00 
64.22 15.00 

63.95 15.00 

62.96 15.00 

63.99 15.00 
61.74 15.00 
61.52 15.00 

60.01 15.00 
59.15 15.00 
62.32 15.00 

63.02 15.00 
55.70 15.00 
57.08 15.00 
57.94 15.00 
57.43 15.00 
56.05 15.00 
55.19 15.00 

58.35 15.00 

58.36 15.00 
57.30 15.00 
56.10 15.00 
56.70 15.00 
56.80 15.00 
55.82 15.00 



21 GLN CG 


-20.42 


-7.63 


21 GLN CD 


-20.79 


-8.33 


21 GLN OE1 


-20.02 


-9.12 


21 GLN NE2 


-21.97 


-8.02 


21 GLN C 


-19.15 


-10.71 


21 GLN 0 


-17.96 


-10.40 


22 CYS N 


-19.63 


-11.88 


22 CYS CA 


-18.79 


-12.94 


22 CYS C 


-19.49 


-14.24 


22 CYS 0 


-20.71 


-14.34 


22 CYS CB 


-18.61 


-12.78 


22 CYS SG 


-18.03 


-14.24 


23 GLY N 


-18.73 


-15.19 


23 GLY CA 


-19.29 


-16.48 


23 GLY C 


-19.53 


-17.35 


23 GLY 0 


-19.04 


-18.48 


24 SER N 


-20.36 


-16.86 


24 SER CA 


-20.67 


-17.60 


24 SER CB 


-20.61 


-16.66 


24 SER CG 


-21.35 


-15.49 


24 SER C 


-22.01 


-18.36 


24 SER 0 


-22.58 


-18.73 


25 CYS N 


-22.50 


-18.58 


25 CYS CA 


-23.76 


-19.28 


25 CYS CB 


-23.98 


-19.51 


25 CYS SG 


-22.57 


-20.30 


25 CYS C 


-23.86 


-20.58 


25 CYS 0 


-24.84 


-20.82 


25 INH CI 


-28.50 


-9.52 


25 INH C2 


-28.63 


-9.33 


25 INH C3 


-27.56 


-9.63 


25 INH C4 


-26.35 


-10.11 


25 INH C5 


-26.23 


-10.29 


25 INH C6 


-27.29 


-10.00 


25 INH C7 


-25.20 


-10.40 


25 INH 08 


-24.73 


-11.77 


25 INH C9 


-24.03 


-12.42 


25 INH O10 


-24.33 


-12.23 


25 INH Cll 


-22.27 


-14.01 


25 INH C12 


-20.77 


-13.63 


25 INH C13 


-20.18 


-12.60 


25 INH C14 


-19.01 


-11.83 
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25 INH C15 -21.22 

25 INH C16 -22.50 

25 INH S17 -23.78 

25 INH N18 -21.80 

25 INH C19 -22.21 

25 INH N20 -23.05 

25 INH C21 -23.27 

25 INH C22 -21.58 

25 INH 023 -21.37 

25 INH C24 -13.79 

25 INH C25 -14.23 

25 INH C26 -14.83 

25 INH C27 -15.00 

25 INH C28 -14.54 

25 INH C29 -13.94 

25 INH C30 -15.72 

25 INH 031 -17.10 

25 INH C32 -17.91 



25 


INH 033 


-17.69 


25 


INH C34 


-19.82 


25 


INH C35 


-21.22 


25 


INH C36 


-21.92 


25 


INH C37 


-21.43 


25 


INH C38 


-21.86 


25 


INH C39 


-19.87 


25 


INH 040 


-19.60 


25 


INH N41 


-20.18 


25 


INH N42 


-20.20 


25 


INH N43 


-18.90 


26 


TRP N 


-22.80 


26 


TRP CA 


-22.73 


26 


TRP CB 


-21.39 


26 


TRP CG 


-20.19 


26 


TRP CD2 


-19.41 


26 


TRP CE2 


-18.44 


26 


TRP CE3 


-19.43 


26 


TRP CD1 


-19.67 


26 


TRP NE1 


-18.62 


26 


TRP CZ2 


-17.50 


26 


TRP CZ3 


-18.50 


26 


TRP CH2 


-17.55 


26 


TRP C 


-22.95 



TABLE V 



-11 


.63 


55.23 


15 


.00 


-15 


.59 


56.80 


15 


.00 


-16 


.32 


55.92 


15 


.00 


-16 


.55 


57.50 


15 


. 00 


-17. 


.87 


57.39 


15. 


.00 


-13. 


.25 


57.68 


15. 


.00 


-17. 


88 


56.55 


15. 


00 


-19. 


10 


58.24 


15. 


00 


-18. 


39 


59.17 


15. 


00 


-23. 


51 


54.96 


15. 


00 



-22.84 56.08 15.00 

-23.54 57.12 15.00 

-24.93 57.04 15.00 

-25.60 55.91 15.00 

-24.90 54.87 15.00 

-25.67 58.14 15.00 

-25.93 57.71 15.00 

-25.03 56.96 15.00 

-24.81 55.77 15.00 

-23.49 57.00 15.00 

-24.12 56.84 15.00 



-24.89 


57.97 


15 


.00 


-26.31 


58.12 


15 


.00 


-24.15 


59.29 


15 


.00 


-22.15 


57.76 


15 


.00 


-22.13 


58.96 


15 


.00 


-21.00 


57.08 


15 


.00 


-19.65 


57.78 


15 


.00 


-24.44 


57.63 


15 


.00 


-21.38 


62.25 


15 


.00 


-22.65 


62.97 


15. 


.00 


-23.33 


62.67 


15. 


.00 


-22.46 


62.98 


15. 


.00 


-22.45 


64.19 


15. 


00 


-21.44 


64.05 


15. 


00 


-23.21 


65.37 


15. 


00 


-21.48 


62.19 


15. 


00 


-20.86 


62.82 


15. 


00 


-21.15 


65.06 


15. 


00 


-22.92 


66.37 


15. 


00 


-21.91 


66.21 


15. 


00 


-22.50 


64.49 


15. 


00 
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TABLE V 

26 TRP O -23.65 -23.30 65.10 15.00 

27 ALA N -22.35 -21.46 65.08 15.00 
27 ALA CA -22.45 -21.18 66.51 15.00 
27 ALA CB -21.56 -20.02 66.89 15.00 
27 ALA C -23.90 -20.90 66.88 15.00 

27 ALA 0 -24.46 -21.56 67.74 15.00 

28 PHE N -24.53 -19.94 66.19 15.00 
28 PHE CA -25.93 -19.58 66.41 15.00 
28 PHE CB -26.36 -18.44 65.48 15.00 
28 PHE CG -25.83 -17.09 65.88 15.00 
28 PHE CD1 -24.66 -16.59 65.32 15.00 
28 PHE CD2 -26.48 -16.32 66.84 15.00 
28 PHE CE1 -24.14 -15.37 65.71 15.00 
28 PHE CE2 -25.97 -15.09 67.24 15.00 
28 PHE CZ -24.80-14.62 66.67 15.00 
28 PHE C -26.87 -20.78 66.23 15.00 

28 PHE 0 -27.85 -20.92 66.96 15.00 

29 SER N -26.56 -21.64 65.26 15.00 
29 SER CA -27.35 -22.83 64.99 15.00 
29 SER CB -26.95 -23.45 63.64 15.00 
29 SER OG -27.68 -24.63 63.36 15.00 
29 SER C -27.21 -23.84 66.13 15.00 

29 SER O -28.19 -24.49 66.50 15.00 

30 SER N -26.01 -23.96 66.69 15.00 
30 SER CA -25.73 -24.88 67.79 15.00 
30 SER CB -24.23 -25.10 68.00 15.00 
30 SER OG -23.60 -25.57 66.82 15.00 
30 SER C -26.37 -24.39 69.09 15.00 

30 SER O -26.95 -25.16 69.85 15.00 

31 VAL N -26.23 -23.09 69.33 15.00 
31 VAL CA -26.80 -22.45 70.51 15.00 
31 VAL CB -26.39 -20.95 70.55 15.00 
31 VAL CGI -27.42 -20.12 71.24 15.00 
31 VAL CG2 -25.07 -20.81 71.26 15.00 
31 VAL C -28.31 -22.63 70.48 15.00 

31 VAL O -28.91 -22.92 71.51 15.00 

32 GLY N -28.89 -22.52 69.29 15.00 
32 GLY CA -30.32 -22.68 69.11 15.00 
32 GLY C -30.78 -24.09 69.45 15.00 

32 GLY O -31.86 -24.28 69.99 15.00 

33 ALA N -29.97 -25.08 69.09 15.00 
33 ALA CA -30.29 -26.47 69.38 15.00 
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TABLE V 

33 ALA CB -29.33 -27.39 68.65 15.00 

33 ALA C -30.19 -26.70 70.89 15.00 

33 ALA O -31.08 -27.30 71.50 15.00 

34 LEU N -29.13 -26.18 71.50 15.00 
34 LEU CA -28.93 -26.32 72.93 15.00 
34 LEU CB -27.58 -25.75 73.35 15.00 
34 LEU CG -26.31 -26.50 72.95 15.00 
34 LEU CD1 -25.08 -25.64 73.21 15.00 
34 LEU CD2 -26.24 -27.79 73.73 15.00 
34 LEU C -30.07 -25.65 73.69 15.00 

34 LEU O -30.59 -26.21 74.64 15.00 

35 GLU N -30.47 -24.47 73.22 15.00 
35 GLU CA -31.55 -23.70 73.82 15.00 
35 GLU CB -31.77 -22.39 73.08 15.00 
35 GLU CG -30.84 -21.28 73.54 15.00 
35 GLU CD -30.76 -20.13 72.55 15.00 
35 GLU OE1 -31.51 -20.14 71.54 15.00 
35 GLU OE2 -29.93 -19.22 72.76 15.00 
35 GLU C -32.86 -24.47 73.95 15.00 

35 GLU O -33.52 -24.39 75.00 15.00 

36 GLY N -33.21 -25.21 72.90 15.00 
36 GLY CA -34.42 -26.00 72.90 15.00 
36 GLY C -34.35 -27.13 73.91 15.00 

36 GLY O -35.29 -27.37 74.66 15.00 

37 GLN N -33.22 -27.82 73.95 15.00 
37 GLN CA -33.04 -28.92 74.90 15.00 
37 GLN CB -31.77 -29.71 74.56 15.00 
37 GLN CG -31.84 -30.38 73.19 15.00 
37 GLN CD -33.17 -31.11 72.97 15.00 
37 GLN OE1 -33.60 -31.90 73.81 15.00 
37 GLN NE2 -33.82 -30.83 71.85 15.00 
37 GLN C -33.05 -28.41 76.35 15.00 

37 GLN O -33.63 -29.04 77.23 15.00 

38 LEU N -32.45 -27.24 76.57 15.00 
38 LEU CA -32.42 -26.63 77.90 15.00 
38 LEU CB -31.61 -25.34 77.89 15.00 
38 LEU CG -31.50 -24.54 79.20 15.00 
38 LEU CD1 -30.94 -25.41 80.34 15.00 
38 LEU CD2 -30.60 -23.34 78.95 15.00 
38 LEU C -33.85 -26.35 78.35 15.00 

38 LEU O -34.22 -26.60 79.50 15.00 

39 LYS N -34.66 -25.84 77.42 15.00 
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39 LYS CA -36.06 -25.56 77.68 15.00 

39 LYS CB -36.71 -24.85 76.49 15.00 

39 LYS CG -38.21 -24.62 76.62 15.00 

39 LYS CD -38.52 -23.64 77.74 15.00 

39 LYS CE -40.03 -23.47 77.92 15.00 

39 LYS N2 -40.35 -22.39 78.91 15.00 

39 LYS C -36.83 -26.83 78.04 15.00 

39 LYS O -37.55 -26.89 79.04 15.00 

40 LYS N -36.65 -27.87 77.23 15.00 
40 LYS CA -37.33 -29.14 77.44 15.00 
40 LYS CB -37.06 -30.09 76.28 15.00 
40 LYS CG -37.54 -31.50 76.53 15.00 
40 LYS CD -37.53 -32.32 75.26 15.00 
40 LYS CE -38.47 -31.72 74.22 15.00 
40 LYS NZ -38.75 -32.66 73.09 15.00 
40 LYS C -37.01 -29.80 78.78 15.00 

40 LYS 0 -37.92 -30.20 79.52 15.00 

41 LYS N -35.73 -29.90 79.11 15.00 
41 LYS CA -35.29 -30.52 80.36 15.00 
41 LYS CB -33.84 -31.02 80.22 15.00 
41 LYS CG -33.70 -32.50 79.87 15.00 
41 LYS CD -34.49 -32.90 78.62 15.00 
41 LYS CE -33.58 -33.12 77.41 15.00 
41 LYS NZ -33.06 -31.85 76.83 15.00 
41 LYS C -35.47 -29.73 81.68 15.00 

41 LYS O -35.74 -30.32 82.73 15.00 

42 THR N -35.28 -28.40 81.63 15.00 
42 THR CA -35.41 -27.57 82.83 15.00 
42 THR CB -34.17 -26.65 83.04 15.00 
42 THR OG1 -34.20 -25.57 82.10 15.00 
42 THR CG2 -32.87 -27.43 82.84 15.00 
42 THR C -36.64 -26.66 82.82 15.00 

42 THR O -37.07 -26.16 83.86 15.00 

43 GLY N -37.17 -26.41 81.63 15.00 
43 GLY CA -38.33 -25.55 81.52 15.00 
43 GLY C -37.93 -24.10 81.41 15.00 

43 GLY O -38.78 -23.23 81.26 15.00 

44 LYS N -36.63 -23.82 81.53 15.00 
44 LYS CA -36.11 -22.46 81.41 15.00 
44 LYS CB -34.91 -22.24 82.33 15.00 
44 LYS CG -35.25 -22.15 83.79 15.00 
44 LYS CD -34.06 -21.63 84.59 15.00 
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44 LYS CE -33.69 -20.18 84.17 „ . „ u 

44 LYS NZ -32.77 -19.50 85.16 15.00 

44 LYS C -35.72 -22.17 79.96 15.00 

44 LYS 0 -35.24 -23.05 79.25 

45 LEU N -35.91 -20.93 79.54 
45 LEU CA -35.56 -20.52 78.19 
45 LEU CB -36.80 -20.28 77.31 
45 LEU CG -36.49 -19.86 75.87 
45 LEU CD1 -36.01 -21.07 75.08 
45 LEU CD2 -37.69 -19.23 75.17 
45 LEU C -34.71 -19.26 78.25 

45 LEU 0 -35.22 -18.17 78.53 

46 LEU N -33.41 -19.42 78.02 
46 LEU CA -32.50 -18.29 78.00 15 00 
46 LEU CB -31.75 -18.14 79.35 15.00 
46 LEU CG -31.05 -19.27 80.11 15.00 
46 LEU CD1 -32.04 -20.12 80.86 15.00 
46 LEU CD2 -30.23 -20.09 79.17 
46 LEU C -31.54 -18.34 76.80 

46 LEU O -31.41 -19.37 76.14 

47 ASN N -30.93 -17.20 76.48 
47 ASN CA -30.00 -17.12 75.36 
47 ASN CB -29.88 -15.69 74.84 
47 ASN CG -31.21 -15.12 74.46 15.00 
47 ASN OD1 -31.91 -15.66 73.60 15 00 
47 ASN ND2 -31.59 -14.04 75.11 15.00 



15.00 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



47 ASN C -28.64 -17.64 75.75 15.00 

47 ASN O -28.10 -17.24 76.78 15.00 

48 LEU N -28.12 -18.56 74.94 15.00 
48 LEU CA -26.82 -19.15 75.18 15.00 
48 LEU CB -26.80 -20.63 74.80 15.00 
48 LEU CG -27.73 -21.45 75.71 15.00 
48 LEU CD1 -27.55 -22.93 75.44 15.00 
48 LEU CD2 -27.44 -21.15 77.17 15.00 
48 LEU C -25.73 -18.36 74.47 15.00 

48 LEU O -26.04 -17.44 73.71 15.00 

49 SER N -24.48 -18.72 74.69 15.00 
49 SER CA -23.36 -18.00 74.12 15.00 
49 SER CB -22.27 -17.78 75.18 15.00 
49 SER OG -21.19 -17.01 74.69 15.00 
49 SER C -22.73 -18.50 72.83 15.00 
49 SER O -21.93 -19.43 72.84 15.00 
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50 PRO N -23.07 -17.87 71.68 15.00 

50 PRO CD -24.14 -16.88 71.44 15.00 

50 PRO CA -22.47 -18.30 70.42 15.00 

50 PRO CB -23.33 -17.58 69.36 15.00 

50 PRO CG -23.81 -16.35 70.07 15.00 

50 PRO C -21.00 -17.83 70.39 15.00 

50 PRO O -20.15 -18.48 69.77 15.00 

51 GLN N -20.70 -16.73 71.10 15.00 
51 GLN CA -19.34 -16.18 71.19 15.00 
51 GLN CB -19.35 -14.78 71.82 15.00 
51 GLN CG -18.06 -13.96 71.66 15.00 
51 GLN CD -17.76 -13.49 70.22 15.00 
51 GLN OE1 -18.60 -12.89 69.54 15.00 
51 GLN NE2 -16.54 -13.74 69.77 15.00 
51 GLN C -18.42 -17.16 71.95 15.00 

51 GLN O -17.25 -17.33 71.59 15.00 

52 ASN N -18.98 -17.86 72.94 15.00 
52 ASN CA -18.23 -18.85 73.70 15.00 
52 ASN CB -19.14 -19.54 74.73 15.00 
52 ASN CG -18.40 -20.50 75.66 15.00 
52 ASN OD1 -18.99 -21.02 76.61 15.00 
52 ASN ND2 -17.11 -20.73 75.41 15.00 
52 ASN C -17.68 -19.86 72.70 15.00 

52 ASN O -16.50 -20.21 72.73 15.00 

53 LEU N -18.55 -20.28 71.78 15.00 
53 LEU CA -18.19 -21.24 70.74 15.00 
53 LEU CB -19.44 -21.79 70.06 15.00 
53 LEU CG -20.11 -23.02 70.67 15.00 
53 LEU CD1 -20.05 -22.96 72.19 15.00 
53 LEU CD2 -21.55 -23.11 70.17 15.00 
53 LEU C -17.21 -20.66 69.72 15.00 

53 LEU O -16.19 -21.29 69.42 15.00 

54 VAL N -17.51 -19.46 69.21 15.00 
54 VAL CA -16.65 -18.82 68.22 15.00 
54 VAL CB -17.16 -17.39 67.85 15.00 
54 VAL CGI -16.22 -16.73 66.85 15.00 
54 VAL CG2 -18.56 -17.47 67.25 15.00 
54 VAL C -15.19 -18.75 68.68 15.00 

54 VAL O -14.28 -19.13 67.94 15.00 

55 ASP N -14.99 -18.33 69.93 15.00 
55 ASP CA -13.65 -18.18 70.52 15.00 
55 ASP CB -13.64 -17.12 71.64 15.00 
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55 ASP CG 
55 ASP OD1 
55 ASP 002 
55 ASP C 

55 ASP 0 

56 CYS N 
56 CYS CA 
56 CYS C 
56 CYS 0 
56 CYS CB 

56 CYS SG 

57 VAL N 
57 VAL CA 
57 VAL CB 
57 VAL CGI 
57 VAL CG2 
57 VAL C 

57 VAL 0 

58 SER N 
58 SER CA 
58 SER CB 
58 SER OG 
58 SER C 

58 SER O 

59 GLU N 
59 GLU CA 
59 GLU CB 
59 GLU CG 
59 GLU CD 
59 GLU 0E1 
59 GLU OE2 
59 GLU C 

59 GLU O 

60 ASN N 
60 ASN CA 
60 ASN CB 
60 ASN CG 
60 ASN OD1 
60 ASN ND2 
60 ASN C 

60 ASN O 

61 ASP N 



-14.11 
-14.12 
-14.46 
-12.98 
-11.75 
-13.79 
-13.26 
-13.13 
-12.36 
-13.97 
-13.91 
-13.92 
-13.85 
-15.13 
-15.08 
-16.37 
-12.67 
-12.73 
-11.60 
-10.40 
-9.19 
-9.56 
-10.54 
-9.71 
-11.56 
-11.79 
-12.53 
-11.72 
-11.47 
-12.44 
-10.28 
-12.51 
-12.45 
-13.22 
-13.91 
-15.29 
-16.25 
-17.17 
-16.04 
-13.03 
-12.01 
-13.39 



-15.73 
-15.43 
-14.93 
-19.44 
-19.53 
-20.43 
-21.63 
-22.97 
-23.82 
-21.81 
-20.34 
-23.20 
-24.48 
-24.77 
-26.20 
-24.52 
-24.45 
-23.82 
-25.15 
-25.18 
-25.66 
-26.66 
-25.93 
-25.75 
-26.78 
-27.55 
-28.86 
-29.95 
-29.63 
-29.48 
-29.54 
-26.74 
-27.06 
-25.69 
-24.83 
-24.45 
-25.62 
-25.66 
-26.59 
-23.63 
-23.46 
-22.81 



71.18 

69.96 

72.06 

71.08 

71.15 

71.47 

72.12 

71.41 

71.86 

73.45 

74.55 

70.36 

69.64 

68.83 

68.30 

69.66 

68.68 

67.62 

69.04 

68.22 

69.02 

69.95 

66.91 

66.02 

66.79 

65.57 

65.84 

66.56 

68.03 

68.79 

68.42 

64.50 

63.32 

64.92 

63.98 

64.49 

64.51 

65.32 

63.62 

63.72 

64.39 

62.74 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 * 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE V 

61 ASP CA -12.56 -21.66 62.39 15.00 

61 ASP CB -12.27 -21.64 60.88 15.00 

61 ASP CG -11.96 -23.05 60.30 15.00 

61 ASP OD1 -12.89 -23.70 59.76 15.00 

61 ASP OD2 -10.78 -23.50 60.37 15.00 

61 ASP C -13.12 -20.30 62.86 15.00 

61 ASP O -12.75 -19.26 62.32 15.00 

62 GLY N -13.97 -20.31 63.88 15.00 
62 GLY CA -14.54 -19.06 64.36 15.00 
62 GLY C -15.40 -18.39 63.30 15.00 

62 GLY 0 -16.41 -18.95 62.84 15.00 

63 CYS N -15.00 -17.18 62.90 15.00 
63 CYS CA -15.71 -16.43 61.88 15.00 
63 CYS C -15.44 -16.96 60.47 15.00 
63 CYS O -16.00 -16.47 59.49 15.00 
63 CYS CB -15.39 -14.94 61.97 15.00 

63 CYS SG -16.00 -14.06 63.45 15.00 

64 GLY N -14.57 -17.97 60.38 15.00 
64 GLY CA -14.27 -18.57 59.09 15.00 
64 GLY C -15.01 -19.88 58.84 15.00 

64 GLY O -14.59 -20.68 58.01 15.00 

65 GLY N -16.09 -20.12 59.59 15.00 
65 GLY CA -16.86 -21.34 59.42 15.00 
65 GLY C -16.66 -22.39 60.49 15.00 

65 GLY O -15.77 -22.30 61.34 15.00 

66 GLY N -17.52 -23.40 60.46 15.00 
66 GLY CA -17.44 -24.49 61.42 15.00 
66 GLY C -18.61 -25.44 61.32 15.00 

66 GLY O -19.49 -25.27 60.48 15.00 

67 TYR N -18.62 -26.44 62.18 15.00 
67 TYR CA -19.68 -27.44 62.21 15.00 
67 TYR CB -19.14 -28.83 61.87 15.00 
67 TYR CG -18.68 -28.95 60.44 15.00 
67 TYR CD1 -19.58 -29.32 59.44 15.00 
67 TYR CE1 -19.18 -29.39 58.11 15.00 
67 TYR CD2 -17.37 -28.64 60.07 15.00 
67 TYR CE2 -16.96 -28.70 58.75 15.00 
67 TYR CZ -17.88 -29.07 57.77 15.00 
67 TYR OH -17.50 -29.10 56.45 15.00 
67 TYR C -20.36 -27.48 63.56 15.00 

67 TYR O -19.71 -27.30 64.59 15.00 

68 MET N -21.65 -27.77 63.56 15.00 
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68 MET CA -22.44 -27.85 64.78 15.00 

68 MET CB -23.93 -28.03 64.44 15.00 

68 MET CG -24.58 -26.86 63.66 15.00 

68 MET SD -24.01 -26.58 61.93 15.00 

68 MET CE -25.23 -27.50 61.01 15.00 

68 MET C -21.91 -28.98 65.68 

68 MET 0 -21.68 -28.77 66.87 

69 THR N -21.68 -30.16 65.08 
69 THR CA -21.17 -31.32 65.81 
69 THR CB -20.89 -32.54 64.87 
69 THR OG1 -20.07 -32.14 63.76 
69 THR CG2 -22.20 -33.12 64.35 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

69 THR C -19.91 -31.01 66.64 15.00 

69 THR O -19.80 -31.46 67.78 15 00 

70 ASM N -18.97 -30.25 66.06 15.00 
70 ASM CA -17.74 -29.87 66.77 15.00 
70 ASN CB -16.76 -29.07 65.89 15.00 
70 ASN CG -16.17 -29.89 64.75 15.00 
70 ASN OD1 -15.66 -29.34 63.79 15.00 
70 ASN ND2 -16.25 -31.20 64.86 15.00 
70 ASN C -18.11 -29.01 67.98 15.00 

70 ASN 0 -17.57 -29.19 69.08 15.00 

71 ALA N -19.02 -28.07 67.74 15.00 
71 ALA CA -19.50 -27.16 68.77 15.00 
71 ALA CB -20.44 -26.11 68.16 15.00 
71 ALA C -20.20 -27.92 69.91 15.00 

71 ALA O -20.03 -27.59 71.08 15.00 

72 PHE N -20.95 -28.97 69.56 15.00 
72 PHE CA -21.63 -29.82 70.54 15.00 
72 PHE CB -22.65 -30.75 69.86 15.00 
72 PHE CG -23.80 -30.02 69.25 15.00 
72 PHE CD1 -24.32 -28.88 69.86 15.00 
72 PHE CD2 -24.37 -30.48 68.08 15.00 
72 PHE CE1 -25.40-28.21 69.30 15.00 
72 PHE CE2 -25.46 -29.81 67.51 15.00 
72 PHE CZ -25.97 -28.67 68.13 15.00 
72 PHE C -20.64 -30.63 71.36 15.00 

72 PHE O -20.69 -30.66 72.59 15.00 

73 GLN N -19.71 -31.27 70.67 15.00 
73 GLN CA -18.70 -32.08 71.33 15.00 
73 GLN CB -17.83 -32.79 70.31 15.00 
73 GLN CG -16.90 -33.82 70.92 15.00 



lit 



WO 97/16177 PCT/US96/17512 

TABLE V 

73 GLN CD -16.28 -34.73 69.87 15.00 

73 GLN OE1 -16.83 -34.92 68.78 15.00 

73 GLN NE2 -15.14 -35.30 70.20 15.00 

73 GLN C -17.87 -31.21 72.25 15.00 

73 GLN 0 -17.49 -31.64 73.33 15.00 

74 TYR N -17.60 -29.98 71.82 15.00 
74 TYR CA -16.83 -29.03 72.62 15.00 
74 TYR CB -16.61 -27.69 71.89 15.00 
74 TYR CG -16.39 -26.51 72.83 15.00 
74 TYR CD1 -15.18 -26.35 73.51 15.00 
74 TYR CE1 -15.02 -25.35 74.47 15.00 
74 TYR CD2 -17.43 -25.63 73.12 15.00 
74 TYR CE2 -17.28 -24.64 74.08 15.00 
74 TYR CZ -16.08 -24.50 74.75 15.00 
74 TYR OH -15.96 -23.57 75.75 15.00 
74 TYR C -17.55 -28.79 73.94 15.00 

74 TYR O -16.92 -28.75 75.00 15.00 

75 VAL N -18.87 -28.62 73.86 15.00 
75 VAL CA -19.70 -28.36 75.04 15.00 
75 VAL CB -21.11 -27.88 74.63 15.00 
75 VAL CGI -21.96 -27.66 75.85 15.00 
75 VAL CG2 -21.00 -26.57 73.83 15.00 
75 VAL C -19.77 -29.55 75.98 15.00 

75 VAL O -19.91 -29.38 77.19 15.00 

76 GLN N -19.66 -30.74 75.42 15.00 
76 GLN CA -19.66 -31.95 76.22 15.00 
76 GLN CB -19.84 -33.21 75.36 15.00 
76 GLN CG -19.80 -34.51 76.14 15.00 
76 GLN CD -19.78 -35.75 75.25 15.00 
76 GLN OE1 -19.34 -35.70 74.09 15.00 
76 GLN NE2 -20.24 -36.86 75.79 15.00 
76 GLN C -18.34 -32.00 77.00 15.00 

76 GLN O -18.34 -32.09 78.22 15.00 

77 LYS N -17.22 -31.90 76.29 15.00 
77 LYS CA -15.89 -31.95 76.91 15.00 
77 LYS CB -14.79 -32.01 75.85 15.00 
77 LYS CG -14.77 -33.29 75.01 15.00 
77 LYS CD -13.80 -33.14 73.84 15.00 
77 LYS CE -13.62 -34.44 73.09 15.00 
77 LYS NZ -12.55 -34.33 72.06 15.00 
77 LYS C -15.63 -30.80 77.87 15.00 
77 LYS O -14.99 -30.98 78.91 15.00 
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78ASNN -16.09 -29.61 77.50 15.00 

78 ASN CA -15.91 -28.43 78.32 15.00 
78 ASN CB -16.18 -27.16 77.51 15.00 
78 ASN CG -15.95 -25.89 78.31 15.00 
78 ASN OD1 -14.90 -25.69 78.92 15.00 
78 ASN ND2 -16.93 -24.99 78.28 15 00 
78 ASN C -16.83 -28.52 79.52 15.00 

78 ASN O -16.64 -27.81 80.49 15.00 

79 ARG N -17.81 -29.42 79.44 15 00 
79 ARG CA -18.82 -29.64 80.47 15.00 
79 ARG CB -18.19 -30.06 81.81 15.00 
79 ARG CG -17.69 -31.48 81.85 15.00 
79 ARG CD -16.75 -31.70 83.00 15.00 
79 ARG NE -16.07 -32.98 82.88 15.00 
79 ARG CZ -14.79 -33.13 82.56 15.00 
79 ARG NH1 -14.02 -32.08 82.33 15.00 
79 ARG NH2 -14.28 -34.36 82.41 15.00 
79 ARG C -19.77 -28.45 80.65 15.00 

79 ARG O -20.43 -28.32 81.69 15.00 

80 GLY N -19.84 -27.58 79.66 15.00 
80 GLY CA -20.72 -26.45 79.77 15.00 
80 GLY C -20.50 -25.38 78.73 15.00 

80 GLY O -19.60 -25.49 77.89 15.00 

81 ILE N -21.38 -24.39 78.75 15.00 
81 ILE CA -21.34 -23.24 77.85 15.00 
81 ILE CB -22.12 -23.47 76.52 15.00 
81 ILE CG2 -23.54 -24.00 76.80 15.00 
81 ILE CGI -22.15 -22.16 75.71 15.00 
81 ILE CD1 -22.81 -22.28 74.36 15.00 
81 ILE C -21.98 -22.09 78.60 15.00 

81 ILE O -23.00 -22.26 79.29 15.00 

82 ASP N -21.37 -20.92 78.48 15.00 
82 ASP CA -21.88 -19.75 79.15 15.00 
82 ASP CB -20.83 -18.66 79.19 15.00 
82 ASP CG -19.68 -19.00 80.10 15.00 
82 ASP OD1 -18.57 -18.52 79.85 15.00 
82 ASP OD2 -19.91 -19.76 81.07 15.00 
82 ASP C -23.17 -19.21 78.57 15.00 

82 ASP O -23.56 -19.54 77.45 15.00 

83 SER N -23.85 -18.42 79.39 15.00 
83 SER CA -25.09 -17.77 79.00 15.00 
83 SER CB -25.89 -17.34 80.22 15.00 
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83 SER OG -25.29 -16.22 80.86 15.00 

83 SER C -24.70 -16.56 78.16 15.00 

83 SER 0 -23.58 -16.04 78.30 15.00 

84 GLU N -25.59 -16.10 77.30 15.00 
84 GLU CA -25.30 -14.93 76.49 15.00 
84 GLU CB -26.55 -14.46 75.73 15.00 
84 GLU CG -26.40 -13.12 75.04 15.00 
84 GLU CD -25.37 -13.12 73.92 15.00 
84 GLU OE1 -24.73 -12.07 73.72 15.00 
84 GLU OE2 -25.20 -14.15 73.23 15.00 
84 GLU C -24.74 -13.81 77.37 15.00 

84 GLU 0 -23.72 -13.20 77.06 15.00 

85 ASP N -25.37 -13.60 78.53 15.00 
85 ASP CA -24.94 -12.54 79.44 15.00 
85 ASP CB -25.85 -12.44 80.66 15.00 
85 ASP CG -27.22 -11.88 80.32 15.00 
85 ASP OD1 -28.19 -12.27 81.01 15.00 
85 ASP OD2 -27.33 -11.06 79.37 15.00 
85 ASP C -23.49 -12.60 79.87 15.00 

85 ASP 0 -22.78 -11.59 79.79 15.00 

86 ALA N -23.05 -13.79 80.28 15.00 
86 ALA CA -21.67 -14.00 80.73 15.00 
86 ALA CB -21.59 -15.24 81.59 15.00 
86 ALA C -20.61 -14.06 79.62 15.00 

86 ALA O -19.42 -14.18 79.92 15.00 

87 TYR N -21.04 -13.98 78.36 15.00 
87 TYR CA -20.13 -14.04 77.22 15.00 
87 TYR CB -19.69 -15.50 76.99 15.00 
87 TYR CG -18.30 -15.71 76.41 15.00 
87 TYR CD1 -17.79 -14.89 75.41 15.00 
87 TYR CE1 -16.54 -15.12 74.86 15.00 
87 TYR CD2 -17.51 -16.78 76.84 15.00 
87 TYR CE2 -16.26 -17.02 76.29 15.00 
87 TYR CZ -15.78 -16.18 75.30 15.00 
87 TYR OH -14.54 -16.42 74.76 15.00 
87 TYR C -20.88 -13.46 76.00 15.00 

87 TYR O -21.14 -14.15 75.02 15.00 

88 PRO N -21.17 -12.14 76.05 15.00 
88 PRO CD -20.72 -11.16 77.06 15.00 
88 PRO CA -21.90 -11.45 74.97 15.00 
88 PRO CB -21.94 -9.99 75.46 15.00 
88 PRO CG -20.72 -9.87 76.27 15.00 
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88 PRO C -21.30 -11.57 73.58 15.00 

88 PRO 0 -20.11 -11.80 73.42 15.00 

89 TYR N -22.15 -11.39 72.58 15.00 
89 TYR CA -21.74 -11.48 71.18 15.00 
89 TYR CB -22.93 -11.78 70.27 15.00 
89 TYR CG -22.53 -12.08 68.84 15.00 
89 TYR CD1 -21.82 -13.23 68.54 15.00 
89 TYR CE1 -21.40 -13.50 67.25 15.00 
89 TYR CD2 -22.83 -11.20 67.81 15.00 
89 TYR CE2 -22.40 -11.46 66.50 15.00 
89 TYR CZ -21.69 -12.62 66.24 15.00 
89 TYR OH -21.23 -12.90 64.98 15.00 
89 TYR C -21.04 -10.21 70.71 15.00 

89 TYR O -21.54 -9.11 70.94 15.00 

90 VAL N -19.88 -10.36 70.08 15.00 
90 VAL CA -19.15 -9.21 69.55 15.00 
90 VAL CB -17.81 -8.94 70.27 15.00 
90 VAL CGI -18.06 -8.15 71.55 15.00 
90 VAL CG2 -17.08 -10.23 70.56 15.00 
90 VAL C -18.92 -9.31 68.05 15.00 

90 VAL O -18.60 -8.32 67.40 15.00 

91 GLY N -19.08 -10.51 67.50 15.00 
91 GLY CA -18.90 -10.68 66.06 15.00 
91 GLY C -17.46 -10.67 65.56 15.00 

91 GLY O -17.19 -10.28 64.42 15.00 

92 GLN N -16.54 -11.10 66.41 15.00 
92 GLN CA -15.14 -11.17 66.04 15.00 
92 GLN CB -14.46 -9.80 66.11 15.00 
92 GLN CG -14.41 -9.16 67.49 15.00 
92 GLN CD -14.16 -7.65 67.45 15.00 
92 GLN OE1 -14.60 -6.91 68.33 15.00 
92 GLN NE2 -13.46 -7.18 66.42 15.00 
92 GLN C -14.45 -12.22 66.92 15.00 

92 GLN O -14.82 -12.42 68.07 15.00 

93 GLU N -13.51 -12.94 66.32 15.00 
93 GLU CA -12.75 -13.98 66.99 15.00 
93 GLU CB -11.92 -14.80 65.98 15.00 
93 GLU CG -12.60 -15.10 64.64 15.00 
93 GLU CD -11.66 -15.74 63.60 15.00 
93 GLU OE1 -10.42 -15.60 63.72 15.00 
93 GLU OE2 -12.17 -16.37 62.65 15.00 
93 GLU C -11.83 -13.34 68.03 15.00 
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93 GLU O 


-11.21 


94 GLU N 


-11.73 


94 GLU CA 


-10.88 


94 GLU CB 


-11.58 


94 GLU CG 


-11.71 


94 GLU CD 


-12.53 


94 GLU OE1 


-13.43 


94 GLU OE2 


-12.26 


94 GLU C 


-10.47 


94 GLU 0 


-10.92 


95 SER N 


-9.61 


95 SER CA 


-9.17 


95 SER CB 


-7.98 


95 SER OG 


-8.29 


95 SER C 


-10.29 


95 SER 0 


-11.16 


96 CYS N 


-10.27 


96 CYS CA 


-11.26 


96 CYS C 


-11.28 


96 CYS 0 


-10.26 


96 CYS CB 


-10.97 


96 CYS SG 


-12.23 


97 MET N 


-12.44 


97 MET CA 


-12 . 64 


97 MET CB 


-12.80 


97 MET CG 


-12.60 


97 MET SD 


-10.92 


97 MET CE 


-10.06 


97 MET C 


-13.84 


97 MET 0 


-14.64 


98 TYR N 


-13.96 


98 TYR CA 


-15.04 


98 TYR CB 


-15.03 


98 TYR CG 


-15.99 


98 TYR CD1 


-17.36 


98 TYR CE1 


-18.25 


98 TYR CD2 


-15.53 


98 TYR CE2 


-16.41 


98 TYR CZ 


-17.77 


98 TYR OH 


-18.64 


98 TYR C 


-15.01 


98 TYR 0 


-14.00 



TABLE V 

-12.30 67.75 15.00 

-13.97 69.20 15.00 

-13.49 70.30 15.00 

-12.42 71.15 15.00 

-11.07 70.44 15.00 

-10.04 71.21 15.00 

-10.42 71.98 15.00 

-8.84 71.02 15.00 

-14.70 71.15 15.00 

-15.82 70.89 15.00 

-14.49 72.13 15.00 

-15.58 72.99 15.00 

-15.16 73.87 15.00 

-14.05 74.70 15.00 

-16.20 73.83 15.00 

-15.50 74.36 15.00 

-17.53 73.93 15.00 

-18.23 74.72 15.00 

-17.62 76.13 15.00 

-17.58 76.83 15.00 

-19.73 74.75 15.00 

-20.69 75.64 15.00 

-17.08 76.50 15.00 

-16.44 77.80 15.00 

-14.93 77.61 15.00 

-14.11 78.87 15.00 

-14.28 79.50 15.00 

-13.18 78.42 15.00 

-17.05 78.53 15.00 

-16.34 79.14 15.00 

-18.37 78.44 15.00 

-19.09 79.10 15.00 

-20.57 78.73 15.00 

-21.40 79.55 15.00 

-21.36 79.31 15.00 

-22.09 80.09 15.00 

-22.21 80.59 15.00 

-22.95 81.38 15.00 

-22.88 81.13 15.00 

-23.57 81.93 15.00 

-18.91 80.61 15.00 

-19.18 81.26 15.00 
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99 ASN N -16.12 -18.44 81.16 

99 ASN CA -16.24 -18.23 82.58 
99 ASN CB -16.80 -16.84 82.89 
99 ASN CG -16.73 -16.50 84.38 
99 ASN OD1 -16.91 -17.36 85.24 
99 ASN ND2 -16.44 -15.25 84.68 15.00 

15.00 
15.00 
15.00 



15.00 
15.00 
15.00 
15.00 
15.00 



99 ASN C -17.14 -19.31 83.15 

99 ASN 0 -18.33 -19.37 82.85 

100 PRO N -16.59 -20.19 83.99 

100 PRO CD -15.16 -20.25 84.37 15.00 

100 PRO CA -17.34 -21.29 84.62 15 00 

100 PRO CB -16.27 -21.98 85.47 15.00 

100 PRO CG -15.00 -21.70 84.70 15 00 

100 PRO C -18.52 -20.82 85.48 15.00 

100 PRO O -19.53 -21.51 85.58 15.00 

101 THR N -18.37 -19.64 86.09 15.00 
101 TOR CA -19.42 -19.05 86.93 15.00 
101 TOR CB -18.92 -17.73 87.61 15.00 
101 TOR OG1 -17.73 -17.97 88.38 15.00 
101 TOR CG2 -19.99 -17.15 88.54 15.00 
101 THR C -20.68 -18.73 86.12 15.00 

101 THR O -21.77 -18.69 86.68 15.00 

102 GLY N -20.52 -18.51 84.81 15.00 
102 GLY CA -21.67 -18.18 83.97 15.00 
102 GLY C -22.36 -19.33 83.25 15.00 

102 GLY O -23.34 -19.12 82.53 15.00 

103 LYS N -21.87 -20.54 83.47 15.00 
103 LYS CA -22.41 -21.74 82.83 15.00 
103 LYS CB -21.73 -22.98 83.40 15.00 
103 LYS CG -21.93 -24.24 82.59 15.00 



103 LYS CD -21.93 -25.43 83.52 15.00 
103 LYS CE -20.80 -25.36 84.52 15.00 

15.00 
15.00 



103 LYS NZ -21.18 -26.01 85.80 

103 LYS C -23.91 -21.86 82.95 

103 LYS O -24.44 -21.97 84.05 15.00 

104 ALA N -24.60 -21.92 81.82 15.00 
104 ALA CA -26.05 -22.02 81.81 15.00 
104 ALA CB -26.65 -20.90 80.97 15.00 
104 ALA C -26.59 -23.38 81.35 15.00 

104 ALA O -27.77 -23.67 81.53 15.00 

105 ALA N -25.72 -24.20 80.77 15.00 
105 ALA CA -26.11 -25.53 80.29 15.00 
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105 ALA CB -27.03 -25.41 79.07 15.00 

105 ALA C -24.88 -26.34 79.91 15.00 

105 ALA O -23.75 -25.83 79.94 15.00 

106 LYS N -25.12 -27.60 79.57 15.00 
106 LYS CA -24.10 -28.54 79.11 15.00 
106 LYS CB -23.33 -29.21 80.26 15.00 
106 LYS CG -24.14 -30.16 81.14 15.00 
106 LYS CD -23.57 -31.59 81.11 15.00 
106 LYS CE -24.32 -32.54 82.06 15.00 
106 LYS NZ -25.78 -32.68 81.70 15.00 
106 LYS C -24.83 -29.57 78.27 15.00 

106 LYS O -26.05 -29.54 78.19 15.00 

107 CYS N -24.09 -30.44 77.60 15.00 
107 CYS CA -24.70 -31.48 76.79 15.00 
107 CYS CB -24.95 -31.05 75.34 15.00 
107 CYS SG -23.54 -31.08 74.19 15.00 
107 CYS C -23.84 -32.72 76.88 15.00 

107 CYS O -22.66 -32.64 77.19 15.00 

108 ARG N -24.45 -33.87 76.68 15.00 
108 ARG CA -23.73 -35.13 76.74 15.00 
108 ARG CB -24.36 -36.04 77.78 15.00 
108 ARG CG -24.14 -35.57 79.21 15.00 
108 ARG CD -24.54 -36.64 80.19 15.00 
108 ARG NE -25.96 -36.93 80.10 15.00 
108 ARG CZ -26.54 -38.01 80.61 15.00 
108 ARG NH1 -25.81 -38.91 81.24 15.00 
108 ARG NH2 -27.85 -38.18 80.50 15.00 
108 ARG C -23.58 -35.82 75.39 15.00 

108 ARG 0 -23.92 -36.99 75.24 15.00 

109 GLY N -23.09 -35.08 74.41 15.00 
109 GLY CA -22.90 -35.66 73.10 15.00 
109 GLY C -23.96 -35.21 72.13 15.00 

109 GLY O -24.80 -34.38 72.48 15.00 

110 TYR N -23.95 -35.79 70.94 15.00 
110 TYR CA -24.90 -35.45 69.88 15.00 
110 TYR CB -24.35 -34.33 68.98 15.00 
110 TYR CG -23.08 -34.72 68.26 15.00 
110 TYR CD1 -21.84 -34.52 68.86 15.00 
110 TYR CE1 -20.69 -34.96 68.26 15.00 
110 TYR CD2 -23.13 -35.37 67.04 15.00 
110 TYR CE2 -21.98 -35.82 66.43 15.00 
110 TYR CZ -20.76 -35.62 67.05 15.00 
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110 TYR OH 
110 TYR C 

110 TYR 0 

111 ARG N 
111 ARG CA 
111 ARG CB 
111 ARG CG 
111 ARG CD 
111 ARG NE 
111 ARG CZ 
111 ARG NH1 
111 ARG NH2 
111 ARG C 

111 ARG 0 

112 GLU N 
112 GLU CA 
112 GLU CB 
112 GLU CG 
112 GLU CD 
112 GLU OE1 
112 GLU OE2 
112 GLU C 

112 GLU O 

113 ILE N 
113 ILE CA 
113 ILE CB 
113 ILE CG2 
113 ILE CGI 
113 ILE CD1 
113 ILE C 

113 ILE O 

114 PRO N 
114 PRO CD 
114 PRO CA 
114 PRO CB 
114 PRO CG 
114 PRO C 

114 PRO O 

115 GLU N 
115 GLU CA 
115 GLU CB 
115 GLU CG 



-19.61 

-25.28 

-24.66 

-26.28 

-26.77 

-28.06 

-29.00 

-28.59 

-29.56 

-29.24 

-27.97 

-30.20 

-26.95 

-27.32 

-26.60 

-26.73 

-25.44 

-24.23 

-22.94 

-22.55 

-22.30 

-27.95 

-28.32 

-28.60 

-29.75 

-30.79 

-31.82 

-31.47 

-32.11 

-29.23 

-28.24 

-29.81 

-30.91 

-29.34 

-30.43 

-30.84 

-29.30 

-30.29 

-28.14 

-27.95 

-26.52 

-26.24 



-36.09 

-36.66 

-37.72 

-36.45 

-37.47 

-38.10 

-38.71 

-40.10 

-40.59 

-41.12 

-41.25 

-41.45 

-36.78 

-35.60 

-37.49 

-36.98 

-37.25 

-36.54 

-36.81 

-36.00 

-37.84 

-37.64 

-38.74 

-36.94 

-37.51 

-36.40 

-36.90 

-35.89 

-36.98 

-38.17 

-37.70 

-39.32 

-40.08 

-39.97 

-41.01 

-41.40 

-38.94 

-38.23 

-38.81 

-37.85 

-37.88 

-36.84 



66.45 

69.02 

69.09 

68.18 

67.27 

67.78 

66.72 

66.19 

65.20 

64.02 

63.65 

63.15 

65.92 

65.85 

64.86 

63.50 

62.71 

63.29 

62.52 

61.66 

62.82 

62.84 

63.20 

61.93 

61.24 

60.90 

59.89 

62.17 

63.00 

59.97 

59.39 

59.56 

60.16 

58.34 

58.08 

59.42 

57.22 

56.97 

56.59 

55.52 

55.00 

53.95 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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115 GLU CD 
115 GLU 0E1 
115 GLU OE2 
115 GLU C 

115 GLU O 

116 GLY N 
116 GLY CA 
116 GLY C 

116 GLY O 

117 ASN N 
117 ASN CA 
117 ASN CB 
117 ASN CG 
117 ASN OD1 
117 ASN ND2 
117 ASN C 

117 ASN O 

118 GLU N 
118 GLU CA 
118 GLU CB 
118 GLU CG 
118 GLU CD 
118 GLU OE1 
118 GLU OE2 
118 GLU C 

118 GLU O 

119 LYS N 
119 LYS CA 
119 LYS CB 
119 LYS CG 
119 LYS CD 
119 LYS CE 
119 LYS NZ 
119 LYS C 

119 LYS O 

120 ALA N 
120 ALA CA 
120 ALA CB 
120 ALA C 

120 ALA O 

121 LEU N 
121 LEU CA 



-24.87 

-24.73 

-23.94 

-28.94 

-29.14 

-29.55 

-30.51 

-31.93 

-32.85 

-32.12 

-33.43 

-33.27 

-34.53 

-35.65 

-34.34 

-34.30 

-34.12 

-35.26 

-36.18 

-36.91 

-36.01 

-36.78 

-36.86 

-37.30 

-37.19 

-37.57 

-37.59 

-38.53 

-38.89 

-40.10 

-40.37 

-39.71 

-39.80 

-37.89 

-38.53 

-36.59 

-35.85 

-34.44 

-35.78 

-35.89 

-35.61 

-35.52 



-36.97 

-37.74 

-36.29 

-38.05 

-39.17 

-36.96 

-37.02 

-37.43 

-37.23 

-37.92 

-38.37 

-39.59 

-40.48 

-40.02 

-41.74 

-37.30 

-37.00 

-36.75 

-35.73 

-34.98 

-34.11 

-33.09 

-33.26 

-32.11 

-36.37 

-35.76 

-37.60 

-38.31 

-39.68 

-40.36 

-41.75 

-42.89 

-44.23 

-38.45 

-38.23 

-38.76 

-38.91 

-39.41 

-37.58 

-37.52 

-36.51 

-35.16 



53.34 

52.35 

53.84 

54.38 

53.91 

53.95 

52.86 

53.23 

52.44 

54.46 

54.93 

55.85 

55.92 

55.70 

56.27 

55.60 

56.79 

54.86 

55.38 

54.26 

53.37 

52.55 

51.32 

53.13 

56.35 

57.35 

56.06 

56.92 

56.33 

56.97 

56.35 

57.16 

56.47 

58.30 

59.33 

58.30 

59.54 

59.25 

60.26 

61.49 

59.48 

60.02 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

IS. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE V 

121 LEU CB -35.02 -34.18 58.94 15.00 
121 LEU CG -34.84 -32.68 59.23 15 00 
121 LEU CD1 -33.98 -32.43 60.46 15.00 
121 LEU CD2 -34.25 -32.02 57.99 15.00 
121 LEU C -36.83 -34.68 60.68 15.00 

121 LEU 0 -36.79 -34.05 61.74 15 00 

122 LYS N -37.97 -35.03 60.08 15.00 
122 LYS CA -39.29 -34.65 60.60 15.00 
122 LYS CB -40.42 -34.99 59.63 15.00 
122 LYS CG -41.82 -34.90 60.26 15.00 
122 LYS CD -42.89 -35.49 59.34 15.00 
122 LYS CE -44.28 -35.44 59.97 15.00 
122 LYS NZ -45.36 -35.91 59.03 15.00 
122 LYS C -39.57 -35.33 61.92 15.00 

122 LYS O -40.03 -34.70 62.88 15.00 

123 ARG N -39.33 -36.63 61.96 15.00 
123 ARG CA -39.55 -37.40 63.17 15.00 
123 ARG CB -39.26 -38.88 62.91 15.00 
123 ARG CG -40.26 -39.53 61.95 15.00 
123 ARG CD -40.04 -41.04 61.79 15.00 
123 ARG NE -38.71 -41.35 61.25 15.00 
123 ARG CZ -37.76 -42.03 61.89 15.00 
123 ARG NH1 -37.99 -42.51 63.12 15.00 
123 ARG NH2 -36.57 -42.20 61.33 15.00 
123 ARG C -38.72 -36.82 64.33 15.00 

123 ARG O -39.21 -36.72 65.46 15.00 

124 ALA N -37.50 -36.38 64.04 15.00 
124 ALA CA -36.62 -35.79 65.05 15.00 
124 ALA CB -35.21 -35.60 64.50 15.00 
124 ALA C -37.17 -34.46 65.58 15.00 

124 ALA O -37.17 -34.21 66.79 15.00 

125 VAL N -37.64 -33.61 64.68 15.00 
125 VAL CA -38.20 -32.33 65.09 15.00 
125 VAL CB -38.57 -31.44 63.87 15.00 
125 VAL CGI -39.39 -30.23 64.31 15.00 
125 VAL CG2 -37.30 -30.97 63.15 15.00 
125 VAL C -39.41 -32.57 65.99 15.00 

125 VAL O -39.53 -31.99 67.07 15.00 

126 ALA N -40.27 -33.49 65.58 15.00 
126 ALA CA -41.46 -33.83 66.34 15.00 
126 ALA CB -42.27 -34.90 65.62 15.00 
126 ALA C -41.15 -34.29 67.77 15.00 



1\% 



WO 97/16177 



TABLE V 



PCT/US96/17512 



126 ALA 0 -41.69 -33.74 68.73 15.00 

127 ARG N -40.26 -35.26 67.93 15.00 
127 ARG CA -39.95 -35.76 69.27 15.00 
127 ARG CB -39.99 -37.28 69.30 15.00 
127 ARG CG -38.95 -37.98 68.45 15.00 
127 ARG CD -39.08 -39.48 68.63 15.00 
127 ARG NE -40.43 -39.95 68.30 15.00 
127 ARG CZ -41.25 -40.58 69.14 15.00 
127 ARG NH1 -42.47 -40.94 68.73 15.00 
127 ARG NH2 -40.88 -40.83 70.39 15.00 
127 ARG C -38.72 -35.26 70.01 15.00 

127 ARG 0 -38.50 -35.65 71.15 15.00 

128 VAL N -37.91 -34.42 69.40 15.00 
128 VAL CA -36.72 -33.94 70.07 15.00 
128 VAL CB -35.46 -34.31 69.27 15.00 
128 VAL CGI -34.25 -33.52 69.74 15.00 
128 VAL CG2 -35.18 -35.79 69.42 15.00 
128 VAL C -36.78 -32.43 70.32 15.00 

128 VAL 0 -36.54 -31.96 71.43 15.00 

129 GLY N -37.12 -31.68 69.28 15.00 
129 GLY CA -37.18 -30.24 69.39 15.00 
129 GLY C -36.41 -29.69 68.22 15.00 

129 GLY 0 -36.10 -30.46 67.30 15.00 

130 PRO N -36.09 -28.39 68.19 15.00 
130 PRO CD -36.46 -27.40 69.22 15.00 
130 PRO CA -35.34 -27.75 67.11 15.00 
130 PRO CB -35.01 -26.38 67.70 15.00 
130 PRO CG -36.23 -26.08 68.51 15.00 
130 PRO C -34.06 -28.52 66.73 15.00 

130 PRO O -33.35 -29.05 67.61 15.00 

131 VAL N -33.78 -28.58 65.44 15.00 
131 VAL CA -32.61 -29.30 64.92 15.00 
131 VAL CB -33.05 -30.57 64.15 15.00 
131 VAL CGI -31.85 -31.31 63.57 15.00 
131 VAL CG2 -33.84 -31.50 65.07 15.00 
131 VAL C -31.71 -28.42 64.02 15.00 

131 VAL 0 -32.21 -27.71 63.14 15.00 

132 SER N -30.41 -28.44 64.29 15.00 
132 SER CA -29.40 -27.69 63.53 15.00 
132 SER CB -28.07 -27.65 64.28 15.00 
132 SER OG -28.22 -27.17 65.59 15.00 
132 SER C -29.19 -28.31 62.13 15.00 
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TABLE V 

132 SER O -28.82 -29.48 62.02 15 00 

133 VAL N -29.40 -27.52 61.08 15.00 
133 VAL CA -29.23 -28.02 59.73 15.00 
133 VAL CB -30.60 -28.18 58.99 15 00 
133 VAL CGI -31.53 -29.06 59.80 15 00 
133 VAL CG2 -31.24 -26.84 58.70 15 00 
133 VAL C -28.35 -27.10 58.89 15 00 

133 VAL O -28.22 -25.92 59.20 15 00 

134 ALAN -27.74 -27.66 57.85 15.00 
134 ALA CA -26.88 -26.90 56.95 15 00 
134 ALA CB -25.50 -27.56 56.83 15.00 
134 ALA C -27.59 -26.86 55.59 15.00 

134 ALA 0 -28.15 -27.87 55.15 15.00 
135ILEN -27.61 -25.69 54.96 15.00 

135 ILE CA -28.28 -25.52 53.68 15 00 
135 ILE CB -29.64 -24.75 53.86 15.00 
135 ILE CG2 -30.59 -25.51 54.77 15 00 
135 ILE CGI -29.37 -23.34 54.39 15.00 
135 ILE CD1 -30.61 -22.47 54.50 15.00 
135 ILE C -27.45 -24.69 52.71 15.00 

135 ILE O -26.36 -24.22 53.04 15.00 

136 ASP N -27.98 -24.56 51.49 15.00 
136 ASP CA -27.37 -23.75 50.45 15.00 
136 ASP CB -27.45 -24.42 49.07 15.00 
136 ASP CG -26.86 -23.57 47.94 15.00 
136 ASP OD1 -26.91 -24.02 46.79 15.00 
136 ASP OD2 -26.35 -22.45 48.19 15.00 
136 ASP C -28.21 -22.46 50.50 15.00 

136 ASP O -29.41 -22.48 50.22 15.00 

137 ALA N -27.58 -21.38 50.92 15.00 
137 ALA CA -28.23 -20.08 51.04 15.00 
137 ALA CB -28.30 -19.68 52.49 15.00 
137 ALA C -27.45 -19.04 50.25 15.00 

137 ALA O -27.31 -17.91 50.69 15.00 

138 SER N -26.97 -19.44 49.08 15.00 
138 SER CA -26.18 -18.56 48.22 15.00 
138 SER CB -25.05 -19.36 47.56 15.00 
138 SER OG -25.57 -20.33 46.67 15.00 
138 SER C -26.99 -17.81 47.16 15.00 

138 SER O -26.48 -16.88 46.52 15.00 

139 LEU N -28.23 -18.24 46.97 15.00 
139 LEU CA -29.11 -17.68 45.97 15.00 
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139 


LEU CB 


-30.17 


139 


LEU CG 


-29.68 


139 


LEU CD1 


-28.41 


139 


LEU CD2 


-30.78 


139 


LEU C 


-29.76 


139 


LEU 0 


-30 .20 


140 


THR N 


-29.82 


140 


THR CA 


-30.41 


140 


THR CB 


-30.31 


140 


THR OG1 


-28.94 


140 


THR CG2 


-31.17 


140 


THR C 


-31.87 


140 


THR 0 


-32.36 


141 


SER N 


-32.55 


141 


SER CA 


-33.93 


141 


SER CB 


-34.47 


141 


SER OG 


-33 .61 


141 


SER C 


-34.00 


141 


SER 0 


-34.83 


142 


PHE N 


-33 . 07 


142 


PHE CA 


-32.99 


142 


PHE CB 


•31.94 


142 


PHE CG 


-31.90 


142 


PHE CD1 


-32.77 


142 


PHE CD2 


-31. 02 


142 


PHE CE1 


-32.75 


142 


PHE CE2 

A AAA* V^ArfA* 


-31.00 


142 


PHE CZ 


-31. 86 


142 


PHE C 


-32 .73 


142 


PHE 0 


-33 . 46 


143 


GLN N 


-31. 67 


143 


GLN CA 


-31 30 


143 


GLN CB 


-30.10 


143 


GLN CG 


-29.69 


143 


GLN CD 


-28.34 


-L "* .j 




— a / • / o 


143 


GLN NE2 


-27.85 


143 


GLN C 


-32.50 


143 


GLN 0 


-32.76 


.144 


PHE N 


-33.28 


144 


PHE CA 


-34.43 


144 


PHE CB 


-34.43 



TABLE V 

-18.70 45.55 15.00 

-19.89 44.71 15.00 

-20.51 45.27 15.00 

-20.93 44.65 15.00 

-16.35 46.31 15.00 

-16.13 47.44 15.00 

-15.48 45.31 15.00 

-14.15 45.44 15.00 

-13.40 44.07 15.00 

-13.06 43.81 15.00 

-12.14 44.06 15.00 

-14.27 45.91 15.00 

-13.41 46.66 15.00 

-15.34 45.50 15.00 

-15.58 45.89 15.00 

-16.84 45.23 15.00 

-17.94 45.44 15.00 

-15.70 47.41 15.00 

-15.07 48.07 15.00 

-16.47 47.97 15.00 

-16.70 49.40 15.00 

-17.76 49.73 15.00 

-18.15 51.17 15.00 

-19.12 51.66 15.00 

-17.55 52.05 15.00 

-19.48 53.00 15.00 

-17.90 53.39 15.00 

-18.87 53.86 15.00 

-15.42 50.16 15.00 

-15.07 51.08 15.00 

-14.71 49.76 15.00 

-13.45 50.40 15.00 

-12.81 49.70 15.00 

-11.45 50.28 15.00 

-10.91 49.77 15.00 

-10.04 50.40 15.00 

-11.46 48.64 15.00 

-12.51 50.43 15.00 

-11.85 51.44 15.00 

-12.51 49.36 15.00 

-11.62 49.26 15.00 

-10.90 47.89 15.00 
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144 PHE CG 
144 PHE CD1 
144 PHE CD2 
144 PHE CE1 
144 PHE CE2 
144 PHE CZ 
144 PHE C 

144 PHE 0 

145 TYR N 
145 TYR CA 
145 TYR CB 
145 TYR CG 
145 TYR CD1 
145 TYR CE1 
145 TYR CD2 
145 TYR CE2 
145 TYR CZ 
145 TYR OH 
145 TYR C 

145 TYR O 

146 SER N 
146 SER CA 
146 SER CB 
146 SER OG 
146 SER C 

146 SER O 

147 LYS N 
147 LYS CA 
147 LYS CB 
147 LYS CG 
147 LYS CD 
147 LYS CE 
147 LYS NZ 
147 LYS C 

147 LYS O 

148 GLY N 
148 GLY CA 
148 GLY C 

148 GLY 0 

149 VAL N 
149 VAL CA 
149 VAL CB 



-33.21 

-32.96 

-32.31 

-31.83 

-31.17 

-30.94 

-35.79 

-36.83 

-35.78 

-37.03 

-36.76 

-37.96 

-38.82 

-39.93 

-38.26 

-39.37 

-40.20 

-41.29 

-37.90 

-37.38 

-39.21 

-40.13 

-40.37 

-40.91 

-41.46 

-41.95 

-42.01 

-43.30 

-44.42 

-44.60 

-45.05 

-45.37 

-46.00 

-43.37 

-42.63 

-44.29 

-44.52 

-43.46 

-42.47 

-43.70 

-42.78 

-43.53 



-10.01 
-8.92 
-10.29 
-8.12 
-9.48 
-8.40 
-12.23 
-11.62 
-13.41 
-14.08 
-IS. 42 
-16.00 
-16.92 
-17.45 
-15.62 
-16.13 
-17.04 
-17.54 
-13.18 
-12.43 
-13.31 
-12.49 
-11.15 
-11.35 
-13.15 
-12.96 
-13.92 
-14.59 
-13.76 
-12.34 
-12.34 
-10.92 
-10.90 
-16.03 
-16.39 
-16.81 
-18.16 
-19.22 
-18.99 
-20.41 
-21.53 
-22.90 



47.66 

48.48 

46.63 

48.30 

46.44 

47.27 

49.61 

49.35 

50.24 

50.64 

51.35 

52.08 

51.46 

52.13 

53.38 

54.05 

53.43 

54.12 

51.52 

52.36 

51.38 

52.15 

51.45 

50.15 

52.51 

53.62 

51.58 

51.76 

51.10 

51.62 

53.08 

53.58 

54.93 

51.20 

50.27 

51.75 

51.28 

51.49 

52.18 

50.95 

51.07 

50.95 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



TABLE V 



149 VAL CGI 
149 VAL CG2 
149 VAL C 

149 VAL O 

150 TYR N 
150 TYR CA 
150 TYR CB 
150 TYR CG 
150 TYR CD1 
150 TYR CE1 
150 TYR CD2 
150 TYR CE2 
150 TYR CZ 
150 TYR OH 
150 TYR C 

150 TYR O 

151 TYR N 
151 TYR CA 
151 TYR CB 
1S1 TYR CG 
151 TYR CD1 
151 TYR CE1 
151 TYR CD2 
151 TYR CE2 
151 TYR CZ 
151 TYR OH 
151 TYR C 

151 TYR O 

152 ASP N 
152 ASP CA 
152 ASP CB 
152 ASP CG 
152 ASP OD1 
152 ASP OD2 
152 ASP C 

152 ASP O 

153 GLU N 
153 GLU CA 
153 GLU CB 
153 GLU CG 
153 GLU CD 
153 GLU OE1 



-42.55 

-44.47 

-41.69 

-41.94 

-40.49 

-39.31 

-38.12 

-36.84 

-36.67 

-35.54 

-35.84 

-34.71 

-34.57 

-33.48 

-38.89 

-38.88 

-38.47 

-37.98 

-39.09 

-38.62 

-37.92 

-37.51 

-38.89 

-38.49 

-37.80 

-37.46 

-37.35 

-37.80 

-36.30 

-35.59 

-34.66 

-34.13 

-33.52 

-34.32 

■34.83 

•33.94 

•35.15 

•34.50 

35.16 

34.95 

35.39 

35.72 



-24.07 

-23.08 

-21.41 

-21.55 

-21.08 

-20.92 

-20.36 

-20.29 

-19.30 

-19.29 

-21.25 

-21.24 

-20.26 

-20.27 

-22.18 

-23.28 

-21.98 

-23.03 

-23.99 

-25.09 

-26.20 

-27.23 

-25.04 

-26.07 

-27.16 

-28.21 

-22.39 

-21.33 

-23.02 

-22.54 

-21.38 

-20.68 

-19.60 

-21.20 

-23.70 

-24.27 

-24.04 

-25.15 

-25.45 

-24.38 

-24.81 

-26.00 



50.90 

52.14 

50.01 

48.82 

50.48 

49.63 

50.42 

49.60 

48.63 

47.81 

49.74 

48.92 

47.96 

47.12 

48.89 

49.45 

47.65 

46.77 

46.35 

45.42 

45.91 

45.06 

44.05 

43.19 

43.70 

42.87 

45.55 

45.07 

45.05 

43.86 

44.20 

42.97 

43.12 

41.84 

43.25 

43.89 

42.01 

41.34 

40.00 

38.96 

37.56 

37.37 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



153 GLU 0E2 


-35.40 


153 GLU C 


-32.98 


153 GLU 0 


-32.30 


154 SER N 


-32.46 


154 SER CA 


-31.02 


154 SER CB 


-30.77 


154 SER OG 


-31.56 


154 SER C 


-30.23 


154 SER 0 


-28.99 


155 CYS N 


-30.94 


155 CYS CA 


-30.35 


155 CYS C 


-29.60 


155 CYS 0 


-30.20 


155 CYS CB 


-31.43 


155 CYS SG 


-30.84 


156 ASN N 


-28.29 


156 ASN CA 


-27.46 


156 ASN CB 


-26.08 


156 ASN CG 


-25.26 


156 ASN OD1 


-25.77 


156 ASN ND2 


-23.96 


156 ASN C 


-27.33 


156 ASN 0 


-26.74 



157 SER N -27.78 

157 SER CA -27.73 

157 SER CB -28.66 

157 SER OG -28.22 

157 SER C -26.33 

157 SER O -26.16 

158 ASP N -25.34 
158 ASP CA -23.95 
158 ASP CB -23.35 
158 ASP CG -24.02 
158 ASP OD1 -24.01 
158 ASP OD2 -24.58 
158 ASP C -23.09 

158 ASP O -21.86 

159 ASN N -23.76 
159 ASN CA -23.08 
159 ASN CB -23.32 
159 ASN CG -22.57 
159 ASN OD1 -21.74 



TABLE V 



-23.94 


36.66 


15 


. 00 


-25.02 


41.17 


15 


.00 


-26.01 


40.92 


15 


.00 


-23.80 


41.32 


15 


. 00 


-23 . 56 


41.18 


15 


.00 


-22.15 


40.66 


15. 


.00 


-21.91 


39.50 


15. 


00 


-23.82 


42.46 


15. 


00 


-23.76 


42.45 


15. 


00 


-24.13 


43.53 


15. 


00 


-24.39 


44.84 


15. 


00 


-25.71 


44.92 


15. 


00 



-26.78 44.85 15.00 

-24.32 45.91 15.00 

-23.76 47. S3 15.00 

-25.64 45.11 15.00 

-26.84 45.20 15.00 

-26.58 44.61 15.00 

-27.85 44.48 15.00 

-28.97 44.56 15.00 

-27.69 44.26 15.00 

-27.51 46.58 15.00 

-26.95 47.51 15.00 

-28.76 46.65 15.00 

-29.53 47.88 15.00 

-30.74 47.80 15.00 

-31.64 46.80 15.00 

-29.97 48.29 15.00 

-30.58 49.35 15.00 

-29.71 47.43 15.00 

-30.07 47.71 15.00 

-30.92 46.59 15.00 

-32.27 46.47 15.00 

-33.04 47.47 15.00 

-32.55 45.38 15.00 

-28.84 47.97 15.00 

-28.90 47.96 15.00 

-27.70 48.14 15.00 

-26.45 48.42 15.00 

-25.45 47.30 15.00 

-24.14 47.51 15.00 

-24.00 48.41 15.00 



TABLE V 



159 ASN ND2 
159 ASN C 

159 ASN O 

160 LEU N 
160 LEU CA 
160 LEU CB 
160 LEU CG 
160 LEU CD1 
160 LEU CD2 
160 LEU C 

160 LEU O 

161 ASN N 
161 ASN CA 
161 ASN CB 
161 ASN CG 
161 ASN OD1 
161 ASN ND2 
161 ASN C 

161 ASN O 

162 HIS N 
162 HIS CA 
162 HIS CB 
162 HIS CG 
162 HIS CD2 
162 HIS ND1 
162 HIS CE1 
162 HIS NE2 
162 HIS C 

162 HIS 0 

163 ALA N 
163 ALA CA 
163 ALA CB 
163 ALA C 

163 ALA O 

164 VAL N 
164 VAL CA 
164 VAL CB 
164 VAL CGI 
164 VAL CG2 
164 VAL C 

164 VAL O 

165 LEU N 



-22.86 

-23.69 

-24.50 

-23.39 

-23.89 

-23.90 

-24.57 

-24.38 

-26.04 

-23.01 

-21.92 

-23.52 

-22.76 

-22.57 

-23.88 

-24.76 

-24.00 

-23.26 

-22.55 

-24.46 

-25.05 

-25.96 

-26.59 

-27.87 

-25.86 

-26.66 

-27.89 

-25.78 

-26.69 

-25.32 

-25.96 

-24.98 

-27.13 

-26.96 

-28.29 

-29.50 

-30.35 

-31.36 

-30.92 

-30.20 

-29.65 

-31.35 



-23.16 

-25.99 

-25.06 

-26.71 

-26.38 

-27.62 

-28.92 

-30.01 

-28.72 

-25.25 

-25.48 

-24.02 

-22.83 

-21.92 

-21.63 

-20.95 

-22.18 

-22.01 

-21.12 

-22.32 

-21.57 

-20.49 

-19.59 

-19.21 

-18.91 

-18.14 

-18.30 

-22.50 

-23.22 

-22.55 

-23.37 

-23.74 

-22.57 

-21.42 

-23.20 

-22.54 

-22.26 

-23.35 

-20.89 

-23.45 

-24.48 

-23.06 



46.67 

49.73 

49.75 

50.81 

52.15 

53.06 

52.58 

53.60 

52.33 

52.70 

53.22 

52.60 

53.00 

51.79 

51.05 

51.55 

49.86 

54.20 

54.69 

54.68 

55.79 

55.23 

56.25 

56.42 

57.21 

57.91 

57.45 

56.78 

56.39 

58.02 

59.05 

60.15 

59.62 

60.03 

59.71 

60.16 

58.88 

58.63 

58.89 

61.21 

61.57 

61.74 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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165 LEU CA -32.05 

165 LEU CB -32.05 

165 LEU CG -32.78 

165 LEU CD1 -32.01 



165 LEU CD2 


-32.97 


165 LEU C 


-33.48 


165 LEU 0 


-34.26 


166 ALA N 


-33.83 


166 ALA CA 


-35.17 


166 ALA CB 


-35.08 


166 ALA C 


-36.09 


166 ALA 0 


-36.08 


167 VAL N 


-36.92 


167 VAL CA 


-37.82 


167 VAL CB 


-37.90 


167 VAL CGI 


-36.52 


167 VAL CG2 


-38.52 


167 VAL C 


-39.23 


167 VAL O 


-40.12 


168 GLY N 


-39.43 


168 GLY CA 


-40.73 


168 GLY C 


-40.94 


168 GLY 0 


-40.00 


169 TYR N 


-42.21 


169 TYR CA 


-42 . 63 


169 TYR CB 


-42.14 


169 TYR CG 


-42.65 


169 TYR CD1 


-43.92 


169 TYR CE1 


-44.37 


169 TYR CD2 


-41.86 


169 TYR CE2 


-42.31 


169 TYR CZ 


-43.57 


169 TYR OH 


-44.00 


169 TYR C 


-44.14 


169 TYR 0 


-44.83 


170 GLY N 


-44.65 



170 GLY CA -46.08 

170 GLY C -46.38 

170 GLY O -45.57 

171 ILE N -47.52 
171 ILE CA -47.97 
171 ILE CB -48.87 



-23 


.90 


62.72 


15 . 00 


-23 


.25 


64.11 


15. 00 


-23 


.96 


65.26 


15.00 


-25 


.18 


65.72 


15 . 00 


-22 


.99 


66.42 


15. 00 


-24. 


.25 


62.31 


15. 00 


-23. 


.36 


61.97 


15.00 


-25. 


.54 


62.36 


15.00 


-26. 


00 


62.00 


15.00 


-27. 


37 


61.33 


15.00 


-26. 


07 


63.23 


15.00 


-27. 


05 


63.97 


15.00 



-25.04 63.39 15.00 

-24.95 64.54 15.00 

-23.48 65.05 15.00 

-22.98 65.43 15.00 

-22.57 64.00 15.00 

-25.53 64.35 15.00 

-25.32 65.18 15.00 

-26.27 63.27 15.00 

-26.86 63.04 15.00 

-27.30 61.61 15.00 

-27.42 60.82 15.00 

-27.55 61.29 15.00 

-28.00 59.98 15.00 

-29.44 59.67 15.00 

-30.54 60.59 15.00 

-31.12 60.41 15.00 

-32.15 61.25 15.00 

-31.02 61.63 15.00 

-32.06 62.47 15.00 

-32.61 62.27 15.00 

-33.61 63.11 15.00 

-27.91 59.91 15.00 

-27.98 60.92 15.00 

-27.78 58.70 15.00 

-27.68 58.51 15.00 

-27.73 57.04 15.00 

-28.17 56.24 15.00 

-27.17 S6.68 15.00 

-27.14 55.30 15.00 

-28.38 55.01 15.00 



Mb 
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171 


ILE CG2 


-49.85 


171 


ILE CGI 


-49.58 


171 


ILE CD1 


-50.27 


171 


ILE C 


-48.71 


171 


ILE 0 


-49.51 


172 


GLN N 


-48.35 


172 


GLN CA 


-48.99 


172 


GLN CB 


-48.01 


172 


GLN CG 


-48.67 


172 


GLN CD 


-47.71 


172 


GLN OE1 


-47.35 


172 


GLN NE2 


-47.27 


172 


GLN C 


-49.60 


172 


GLN 0 


-48.88 


173 


LYS N 


-50.93 


173 


LYS CA 


-51.68 


173 


LYS CB 


-51.66 


173 


LYS CG 


-52.38 


173 


LYS CD 


-53.92 


173 


LYS CE 


-54.45 


173 


LYS NZ 


-54.10 


173 


LYS C 


-51.15 


173 


LYS 0 


-50.54 


174 


GLY N 


-51.31 


174 


GLY CA 


-50.84 


174 


GLY C 


-49.36 


174 


GLY O 


-48.95 


175 


ASN N 


-48.57 


175 


ASN CA 


-47.12 


175 


ASN CB 


-46.69 


175 


ASN CG 


-46.88 


175 


ASN OD1 


-45.91 


175 


ASN ND2 


-48.13 


175 


ASN C 


-46.40 


175 


ASN 0 


-46.33 


176 


LYS N 


-45.91 


176 


LYS CA 


-45.18 


176 


LYS CB 


-44.88 


176 


LYS CG 


-46.14 


176 


LYS CD 


-45.83 


176 


LYS CE 


-47.08 


176 


LYS NZ 


-47.62 



TABLE V 

-28.63 56.15 15.00 

-28.25 53.67 15.00 

-29.51 53.26 15.00 

-25.83 55.06 15.00 

-25.40 55.88 15.00 

-25.13 53.99 15.00 

-23.87 53.65 15.00 

-22.70 53.72 15.00 

-21.36 53.62 15.00 

-20.23 53.89 15.00 

-19.97 55.05 15.00 

-19.55 52.84 15.00 

-24.00 52.25 15.00 

-24.13 51.26 15.00 

-23.99 52.20 15.00 

-24.15 50.97 15.00 

-22.89 50.10 15.00 

-23.03 48.72 15.00 

-23.15 48.79 15.00 

-24.44 49.47 15.00 

-25.73 48.79 15.00 

-25.34 50.20 15.00 

-25.19 49.14 15.00 

-26.53 50.77 15.00 

-27.73 50.10 15.00 

-27.74 49.76 15.00 

-28.42 48.82 15.00 

-26.97 50.50 15.00 

-26.90 50.30 15.00 

-25.54 49.74 15.00 

-25.43 48.24 15.00 

-25.39 47.48 15.00 

-25.38 47.79 15.00 

-27.18 51.61 15.00 

-26.31 52.49 15.00 

-28.41 51.76 15.00 

-28.82 52.97 15.00 

-30.32 52.95 15.00 

-31.18 52.92 15.00 

-32.64 52.63 15.00 

-33.51 52.74 15.00 

-33.57 54.13 15.00 
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176 LYS C 

176 LYS 0 

177 HIS N 
177 HIS CA 
177 HIS CB 
177 HIS CG 
177 HIS CD2 
177 HIS ND1 
177 HIS CE1 
177 HIS NE2 
177 HIS C 

177 HIS 0 

178 TRP N 
178 TRP CA 
178 TRP CB 
178 TRP CG 
178 TRP CD2 
178 TRP CE2 
178 TRP CE3 
178 TRP CD1 
178 TRP NE1 
178 TRP CZ2 
178 TRP CZ3 
178 TRP CH2 
178 TRP C 

178 TRP O 

179 1LE N 
179 ILE CA 
179 ILE CB 
179 ILE CG2 
179 ILE CGI 
179 ILE CD1 
179 ILE C 

179 ILE 0 

180 ILE N 
180 ILE CA 
180 ILE CB 
180 ILE CG2 
180 ILE CGI 
180 ILE CD1 
180 ILE C 
180 ILE O 



TABLE 

-43.90 -28.00 
-43.34 -27.58 
-43.42 -27.80 
-42.23 -26.99 
-42.58 -25.51 
-43.53 -25.04 
-43.36 -24.83 
-44.87 -24.83 
-45.48 -24.50 
-44.59 -24.50 
-41.62 -27.24 
-42.21 -27.92 
-40.49 -26.58 
-39.74 -26.60 
-38.28 -27.02 
-38.08 -28.36 
-38.10 -29.59 
-37.84 -30.62 
-38.30 -29.94 
-37.82 -28.67 
-37.68 -30.02 
-37.79 -31.98 
-38.25 -31.28 
-37.99 -32.28 
-39.76 -25.15 
-39.63 -24.21 
-39.96 -24.95 
-39.96 -23.60 
-40.92 -23.46 
-41.00 -22.01 
-42.33 -23.91 
-43.31 -23.94 
-38.50 -23.37 
-37.97 -24.03 
-37.84 -22.48 
-36.43 -22.18 
-35.67 -22.22 
-34.25 -21.74 
-35.73 -23.63 
-35.19 -24.73 
-36.14 -20.84 
-36.63 -19.80 



53.08 15.00 

52.07 15.00 

54.30 15.00 
54.52 15.00 
54.38 15.00 
55.43 15.00 
56.76 15.00 
55.18 15.00 

56.31 15.00 
57.28 15.00 
55.88 15.00 
56.71 15.00 
56.12 15.00 
57.38 15.00 
57.18 15.00 
56.62 15.00 
57.34 15.00 
56.41 15.00 
58.68 15.00 

55.32 15.00 
55.18 15.00 
56.77 15.00 
59.05 15.00 

58.09 15.00 
57.89 15.00 

57.10 15.00 

59.18 15.00 
59.72 15.00 
60.92 15.00 
61.38 15.00 
60.50 15.00 
61.64 15.00 
60.10 15.00 
61.00 15.00 
59.36 15.00 
59.55- 15.00 

58.19 15.00 
58.35 15.00 
57.58 15.00 
58.48 15.00 
60.22 15.00 
59.79 15.00 
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TABLE V 

181 LYS N -35.33 -20.88 61.27 15.00 

181 LYS CA -34.93 -19.68 62.01 15.00 

181 LYS CB -34.89 -19.94 63.51 15.00 

181 LYS CG -34.35 -18.76 64.31 15.00 

181 LYS CD -34.18 -19.11 65.77 15.00 

181 LYS CE -33.68 -17.92 66.56 15.00 

181 LYS NZ -33.51 -18.24 68.01 15.00 

181 LYS C -33.55 -19.25 61.51 15.00 

181 LYS 0 -32.61 -20.03 61.53 15.00 

182 ASN N -33.43 -18.00 61.07 15.00 
182 ASN CA -32.16 -17.49 60.56 15.00 
182 ASN CB -32.35 -16.82 59.19 15.00 
182 ASN CG -31.05 -16.69 58.41 15.00 
182 ASN OD1 -30.02 -17.26 58.78 15.00 
182 ASN ND2 -31.09 -15.95 57.31 15.00 
182 ASN C -31.49 -16.53 61.56 15.00 

182 ASN O -32.12 -16.09 62.52 15.00 

183 SER N -30.20 -16.28 61.35 15.00 
183 SER CA -29.44 -15.37 62.20 15.00 
183 SER CB -28.30 -16.09 62.93 15.00 
183 SER OG -27.53 -16.88 62.05 15.00 
183 SER C -28.93 -14.14 61.42 15.00 

183 SER O -27.77 -13.73 61.54 15.00 

184 TRP N -29.81 -13.60 60.57 15.00 
184 TRP CA -29.50 -12.41 59.78 15.00 
184 TRP CB -29.71 -12.65 58.29 15.00 
184 TRP CG -28.64 -13.47 57.67 15.00 
184 TRP CD2 -28.66 -14.06 56.37 15.00 
184 TRP CE2 -27.47 -14.81 56.23 15.00 
184 TRP CE3 -29.58 -14.04 55.31 15.00 
184 TRP CD1 -27.46 -13.86 58.25 15.00 
184 TRP NE1 -26.76 -14.67 57.39 15.00 
184 TRP CZ2 -27.18 -15.53 55.06 15.00 
184 TRP CZ3 -29.29 -14.76 54.16 15.00 
184 TRP CH2 -28.09 -15.49 54.04 15.00 
184 TRP C -30.34 -11.22 60.27 15.00 

184 TRP O -30.59 -10.27 59.53 15.00 

185 GLY N -30.78 -11.31 61.52 15.00 
185 GLY CA -31.57 -10.25 62.10 15.00 
185 GLY C -33.05 -10.45 61.90 15.00 

185 GLY O -33.50 -11.18 61.01 15.00 

186 GLU N -33.81 -9.76 62.75 15.00 
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186 GLU CA 
186 GLU CB 
186 GLU CG 
186 GLU CD 
186 GLU OE1 
186 GLU OE2 
186 GLU C 

186 GLU O 

187 ASN N 
187 ASN CA 
187 ASN CB 
187 ASN CG 
187 ASN OD1 
187 ASN ND2 
187 ASN C 

187 ASN O 

188 TOP N 
188 TOP CA 
188 TOP CB 
188 TOP CG 
188 TOP CD2 
188 TOP CE2 
188 TOP CE3 
188 TOP CD1 
188 TOP NE1 
188 TOP CZ2 
188 TOP CZ3 
188 TOP CH2 
188 TOP C 

188 TOP O 

189 GLY N 
189 GLY CA 
189 GLY C 

189 GLY O 

190 ASN N 
190 ASN CA 
190 ASN CB 
190 ASN CG 
190 ASN OD1 
190 ASN ND2 
190 ASN C 
190 ASN O 



-35.27 -9.78 
-35.81 -9.15 
-37.34 -9.12 
-37.84 -9.82 
-37.53 -9.33 
-38.54 -10.87 
-35.85 -9.11 
-36.99 -9.36 
-35.05 -8.27 
-35.52 -7.59 
-35.00 -6.16 
-36.02 -5.17 
-35.91 -4.68 
-37.05 -4.90 
-35.23 -8.31 
-35.26 -7.72 
-34.94 -9.60 
-34.68 -10.39 
-33.32 -11.10 
-33.12 -12.00 
-33.49 -13.38 
-33.22 -13.81 
-34.04 -14.29 
-32.64 -11.66 
-32.71 -12.74 
-33.48 -15.13 
-34.30 -15.60 
-34.02 -16.00 
-35.82 -11.39 
-36.41 -11.81 
-36.11 -11.76 
-37.16 -12.72 
-38.43 -12.37 
-38.82 -11.20 
-39.08 -13.38 
-40.30 -13.15 
-41.37 -14.19 
-42.78 -13.73 
-43.76 -14.38 
-42.88 -12.59 
-40.02 -13.14 
-40.22 -14.15 



62 


.74 


15.00 


64 


.05 


15.00 


64 


.18 


15.00 


65 


.44 


15.00 


66 


.55 


15.00 


65 


.33 


15.00 


61. 


.50 


15.00 


61. 


12 


15.00 


60. 


84 


15.00 


59. 


64 


15.00 


59. 


56 


15.00 


60. 


07 


15.00 


61. 


20 


15.00 



59.25 15.00 

58.33 15.00 

57.27 15.00 

58.43 15.00 

57.25 15.00 

57.33 15.00 

56.19 15.00 

56.12 15.00 

54.80 15.00 

57.03 15.00 

54.96 15.00 

54.12 15.00 

54.37 15.00 

56.60 15.00 

55.28 15.00 

57.10 15.00 

58.09 15.00 

55.85 15.00 

55.57 15.00 

56.32 15.00 

56.40 15.00 

56.89 15.00 

57.64 15.00 

57.30 15.00 

57.68 15.00 

57.34 15.00 

58.37 15.00 

59.13 15.00 

59.80 15.00 
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TABLE V 

191 LYS N -39.56 -11.99 59.63 15.00 

191 LYS CA -39.23 -11.78 61.05 15.00 

191 LYS CB -40.40 -12.11 61.99 15.00 

191 LYS CG -41.62 -11.23 61.84 15.00 

191 LYS CD -42.63 -11.52 62.95 15.00 

191 LYS CE -43.99 -10.85 62.71 15.00 

191 LYS NZ -44.94 -11.70 61.92 15.00 

191 LYS C -37.98 -12.58 61.45 15.00 

191 LYS 0 -37.79 -12.95 62.61 15.00 

192 GLY N -37.13 -12.82 60.45 15.00 
192 GLY CA -35.90 -13.56 60.66 15.00 
192 GLY C -36.13 -15.04 60.40 15.00 

192 GLY O -35.29 -15.88 60.72 15.00 

193 TYR N -37.28 -15.34 59.80 15.00 
193 TYR CA -37.66 -16.70 59.49 15.00 
193 TYR CB -38.91 -17.11 60.25 15.00 
193 TYR CG -38.66 -17.45 61.68 15.00 
193 TYR CD1 -38.59 -16.46 62.66 15.00 
193 TYR CE1 -38.33 -16.78 63.98 15.00 
193 TYR CD2 -38.48 -18.78 62.07 15.00 
193 TYR CE2 -38.22 -19.11 63.38 15.00 
193 TYR CZ -38.15 -18.11 64.34 15.00 
193 TYR OH -37.89 -18.43 65.64 15.00 
193 TYR C -37.86 -16.93 58.01 15.00 

193 TYR 0 -37.92 -15.99 57.22 15.00 

194 ILE N -37.97 -18.20 57.65 15.00 
194 ILE CA -38.20 -18.60 56.28 15.00 
194 ILE CB -36.88 -18.58 55.44 15.00 
194 ILE CG2 -35.81 -19.44 56.08 15.00 
194 ILE CGI -37.16 -19.03 54.00 15.00 
194 ILE CD1 -36.05 -18.68 53.02 15.00 
194 ILE C -38.85 -20.00 56.28 15.00 

194 ILE 0 -38.54 -20.83 57.14 15.00 

195 LEU N -39.84 -20.20 55.42 15.00 
195 LEU CA -40.50 -21.49 55.30 15.00 
195 LEU CB -42.00 -21.36 55.08 15.00 
195 LEU CG -42.81 -20.66 56.16 15.00 
195 LEU CD1 -44.27 -20.65 55.77 15.00 
195 LEU CD2 -42.60 -21.36 57.49 15.00 
195 LEU C -39.83 -22.09 54.09 15.00 

195 LEU 0 -39.85 -21.47 53.04 15.00 

196 MET N -39.17 -23.23 54.23 15.00 
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196 MET CA -38.49 -23.84 53.10 15.00 

196 MET CB -37.01 -24.08 53.39 15.00 

196 MET CG -36.15 -22.83 53.37 15.00 

196 MET SD -34.45 -23.19 53.93 15.00 

196 MET CE -33.63- -23.67 52.36 15.00 

196 MET C -39.17 -25.14 52.72 15.00 

196 MET 0 -39.59 -25.89 53.59 15.00 

197 ALAN -39.22 -25.41 51.41 15.00 
197 ALA CA -39.86 -26.62 50.87 15.00 
197 ALA CB -39.64 -26.70 49.36 15.00 
197 ALA C -39.42 -27.93 51.53 15.00 

197 ALA 0 -38.23 -28.21 51.67 IS. 00 

198 ARC N -40.41 -28.73 51.91 15.00 
198 ARG CA -40.18 -30.01 52.57 15.00 
198 ARG CB -40.77 -30.03 53.98 15.00 
198 ARG CG -40.78 -31.39 54.66 15.00 
198 ARG CD -41.18 -31.28 56.12 15 00 
198 ARG NE -42.52 -30.73 56.31 15.00 
198 ARG CZ -43.63 -31.47 56.40 15.00 
198 ARG NH1 -43.55 -32.80 56.31 15.00 
198 ARG NH2 -44.80 -30.89 56.62 15.00 
198 ARG C -40.74 -31.13 51.71 15.00 

198 ARG O -41.84 -31.00 51.16 15.00 

199 ASM N -39.98 -32.21 51.61 15.00 
199 ASM CA -40.35 -33.37 50.81 15.00 
199 ASN CB -41.72 -33.92 51.23 15.00 
199 ASN CG -41.71 -34.55 52.61 15.00 
199 ASN OD1 -40.67 -34.60 53.26 15.00 
199 ASN ND2 -42.87 -35.01 53.07 15.00 
199 ASN C -40.31 -33.04 49.32 15.00 

199 ASN 0 -41.18 -33.43 48.57 15.00 

200 LYS N -39.30 -32.27 48.92 15.00 
200 LYS CA -39.13 -31.88 47.54 15.00 
200 LYS CB -39.46 -30.41 47.32 15.00 
200 LYS CG -39.74 -30.07 45.87 15.00 
200 LYS CD -41.24 -30.05 45.59 15.00 
200 LYS CE -41.92 -28.93 46.40 15.00 
200 LYS NZ -43.41 -28.84 46.21 15.00 
200 LYS C -37.68 -32.17 47.16 15.00 

200 LYS O -36.89 -31.26 46.91 15.00 

201 ASN N -37.34 -33.46 47.14 15.00 
201 ASN CA -36.00 -33.95 46.83 15.00 



1TV 
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201 ASN CB -35.78 

201 ASN CG -36.19 

201 ASN 0D1 -37.20 

201 ASN ND2 -35.40 

201 ASN C -34.84 

201 ASN O -33.84 

202 ASN N -34.98 
202 ASN CA -33.97 
202 ASN CB -32.74 



202 


ASN CG 


-31.91 


202 


ASN 001 


-32.36 


202 


ASN ND2 


-30.67 


202 


ASN C 


-33.56 


202 


ASN 0 


-32.39 


203 


ALA N 


-34.51 


203 


ALA H 


-35.31 


203 


ALA CA 


-34.34 


203 


ALA CB 


-35.57 


203 


ALA C 


-33.15 


203 


ALA 0 


-33.11 


204 


CYS N 


-32.16 


204 


CYS CA 


-30.95 


204 


CYS C 


-30.08 


204 


CYS 0 


-29.25 


204 


CYS CB 


-31.27 


204 


CYS SG 


-32.21 


205 


GLY N 


-30.24 


205 


GLY CA 


-29.45 


205 


GLY C 


-29.93 


205 


GLY 0 


-29.14 


206 


ILE N 


-31.23 


206 


ILE CA 


-31.84 


206 


ILE CB 


-33.39 


206 


ILE CG2 


-34.12 


206 


ILE CGI 


-34.00 


206 


ILE CD1 


-33.66 


206 


ILE C 


-31.57 


206 


ILE 0 


-31.39 


207 


ALA N 


-31.46 


207 


ALA CA 


-31.21 


207 


ALA CB 


-32.32 


207 


ALA C 


-29.83 
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TABLE V 



-34.02 


45 


.31 


15.00 


-32.75 


44 


.59 


15.00 


-32.72 


43 


.87 


15.00 


-31.70 


44 


.76 


15.00 


-33.24 


47 


.54 


15.^00 


-32.88 


46 


.92 


15.00 


-33.11 


48. 


.86 


15.00 


-32.49 


49. 


.74 


15.00 


-33.42 


49. 


.89 


15.00 


-33.12 


51. 


13 


15.00 


-32.48 


52. 


07 


15.00 


-33.60 


51. 


13 


15.00 


-31.08 


49. 


33 


15.00 


-30.82 


49. 


02 


15.00 


-30.16 


49. 


36 


15.00 



-30.45 49.85 15.00 

-28.77 48.93 15.00 

-27.93 49.27 15.00 

-28.14 49.67 15.00 

-27.98 50.89 15.00 

-27.74 48.86 15.00 

-27.06 49.31 15.00 

-27.85 50.28 15.00 

-27.26 50.98 15.00 

-25.68 49.90 15.00 

-24.52 48.84 15.00 

-29.17 50.32 15.00 

-29.99 51.22 15.00 

-29.89 52.66 15.00 

-30.07 53.60 15.00 

-29.68 52.83 15.00 

-29.52 54.15 15.00 

-29.24 54.01 15.00 

-30.44 53.42 15.00 

-28.84 55.35 15.00 

-27.44 55.81 15.00 

-30.69 55.11 15.00 

-30.47 56.31 15.00 

-31.91 54.59 15.00 

-33.09 55.42 15.00 

-34.12 55.21 15.00 

-33.73 55.24 15.00 
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207 ALA 0 

208 ASN N 
208 ASN CA 
208 ASM CB 
208 ASN CG 
208 ASN OD1 
208 ASN ND2 
208 ASN C 

208 ASN O 

209 LEU N 
209 LEU CA 
209 LEU CB 
209 LEU CG 
209 LEU CD1 
209 LEU CD2 
209 LEU C 

209 LEU O 

210 ALA N 
210 ALA H 
210 ALA CA 
210 ALA CB 
210 ALA C 

210 ALA 0 

211 SER N 
211 SER CA 
211 SER CB 
211 SER OG 
211 SER C 

211 SER O 

212 PRE N 
212 PHE CA 
212 PHE CB 
212 PHE CG 
212 PHE CD1 
212 PHE CD2 
212 PHE CE1 
212 PHE CE2 
212 PHE CZ 
212 PHE C 

212 PHE O 

213 PRO N 
213 PRO CD 



-29.58 -34.86 
-28.92 -32.98 
-27.58 -33.50 
-26.91 -32.79 
-27.23 -33.43 
-27.61 -34.59 
-27.06 -32.67 
-26.68 -33.44 
-25.80 -34.29 
-26.91 -32.46 
-26.09 -32.29 
-24.96 -31.30 
-23.70 -31.44 
-22.81 -32.53 
-22.95 -30.12 
-26.86 -31.91 
-26.42 -31.04 
-27.99 -32.56 
-27.89 -32.43 
-28.78 -32.25 
-29.43 -31.67 
-28.24 -33.03 
-27.87 -34.20 
-28.17 -32.35 
-27.71 -32.98 
-26.19 -33.01 
-25.65 -31.71 
-28.32 -32.28 
-28.93 -31.20 
-28.18 -32.89 
-28.74 -32.30 
-30.25 -32.56 
-30.62 -34.00 
-31.04 -34.69 
-30.53 -34.69 
-31.36 -36.03 
-30.85 -36.04 
-31.27 -36.71 
-28.01 -32.78 
-27.55 -33.94 
-27.92 -31.91 
-28.60 -30.60 



55.66 15.00 

54.65 15.00 

54.42 15.00 

53.25 15.00 

51.92 15.00 

51.86 15.00 

50.84 15.00 

55.65 15.00 



55.81 


15 


.00 


56.52 


15 


.00 


57.72 


15 


.00 


57.44 


15 


.00 


58.30 


15 


.00 


57.75 


15 


.00 


58.33 


15 


.00 


58.99 


15 


.00 


59.74 


15. 


.00 


59.23 


15. 


.00 


58.64 


15. 


00 


60.42 


15. 


00 


60.51 


15. 


00 


61.63 


15. 


00 


61.51 


15. 


00 


62.78 


15. 


00 


64.03 


15. 


00 


64.15 


15. 


00 


64.29 


15. 


00 



65.24 15.00 

65.11 15.00 

66.41 15.00 

67.61 15.00 

67.71 15.00 

67.79 15.00 

66.66 15.00 

69.00 15.00 

66.73 15.00 

69.07 15.00 

67.94 15.00 

68.87 15.00 

68.95 15.00 

69.88 15.00 
69.99 15.00 
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213 PRO CA 


-27.25 


213 PRO CB 


-27.11 


213 PRO CG 


-28.44 


213 PRO C 


-28.13 


213 PRO 0 


-29.36 


214 LYS N 


-27.48 


214 LYS CA 


-28.19 


214 LYS CB 


-27.71 


214 LYS CG 


-27.91 


214 LYS CD 


-27.28 


214 LYS CE 


-25.79 


214 LYS NZ 


-25.11 


214 LYS C 


-27.84 


214 LYS 0 


-26.76 


215 MET N 


-28.79 


215 MET CA 


-28.55 


215 MET CB 


-29.47 


215 MET CG 


-29.12 


215 MET SD 


-29.59 


215 MET CE 


-28.68 


215 MET C 


-28.66 


215 MET OT1 


-27.81 


215 MET OT2 


-29.54 


216 HOH OH2 


-40.32 


217 HOH OH2 


-20.71 


218 HOH OH2 


-31.33 


219 HOH OH2 


-29.76 


220 HOH OH2 


-7.13 


221 HOH OH2 


-15.45 


222 HOH OH2 


-34.69 


223 HOH OH2 


-11.03 


224 HOH OH2 


-30.92 


225 HOH OH2 


-24.49 


226 HOH OH2 


-15.06 


227 HOH OH2 


-14.14 


228 HOH OH2 


-45.46 


229 HOH OH2 


-45.53 


230 HOH OH2 


-37.47 


231 HOH OH2 


-32.59 


232 HOH OH2 


-23.45 


233 HOH OH2 


-9.95 


234 HOH OH2 


-57.83 



TABLE V 

-32.25 71.13 15.00 

-30.89 71.80 15.00 

-30.26 71.47 15.00 

-33.17 71.96 15.00 

-33.23 71.79 15.00 

-33.94 72.82 15.00 

-34.82 73.72 15.00 

-36.27 73.59 15.00 

-36.90 72.23 15.00 

-38.29 72.16 15.00 

-38.27 72.50 15.00 

-39.56 72.18 15.00 

-34.26 75.07 15.00 

-33.71 75.24 15.00 

-34.27 75.99 15.00 

-33.78 77.34 15.00 

-32.60 77.70 15.00 

-31.30 76.96 15.00 

-29.73 77.80 15.00 

-28.54 76.81 15.00 

-34.93 78.34 15.00 

-35.01 79.26 15.00 

-35.80 78.16 15.00 

-20.86 90.40 15.00 

-32.43 79.67 15.00 

-16.38 65.47 15.00 

-17.63 70.42 15.00 

-18.39 66.48 15.00 

-12.55 73.01 15.00 

-23.23 69.94 15.00 

-30.64 72.74 15.00 

-18.33 68.20 15.00 

-30.79 61.59 15.00 

-10.95 61.61 15.00 

-21.84 66.38 15.00 

-29.94 49.49 15.00 

-34.98 55.75 15.00 

-12.36 67.54 15.00 

-13.97 60.21 15.00 

-33.51 51.76 15.00 

-25.41 63.34 15.00 

-31.91 39.28 15.00 
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TABLE V 



235 HOH OH2 

236 HOH OH2 

237 HOH OH2 

238 HOH OH2 

239 HOH OH2 

240 HOH OH2 

241 HOH OH2 

242 HOH OH2 

243 HOH 0H2 

244 HOH OH2 

245 HOH OH2 

246 HOH OH2 

247 HOH OH2 

248 HOH OH2 

249 HOH OH2 

250 HOH OH2 

251 HOH OH2 

252 HOH OH2 

253 HOH OH2 

254 HOH OH2 

255 HOH OH2 

256 HOH OH2 

257 HOH OH2 

258 HOH OH2 

259 HOH OH2 

260 HOH OH2 

261 HOH OH2 

262 HOH OH2 

263 HOH OH2 

264 HOH OH2 

265 HOH OH2 

266 HOH OH2 

267 HOH OH2 

268 HOH OH2 

269 HOH OH2 

270 HOH OH2 

271 HOH OH2 

272 HOH OH2 

273 HOH OH2 

274 HOH OH2 

275 HOH OH2 

276 HOH OH2 



-30.05 -20.10 
-22.11 -29.91 
-26.54 -11.16 
-28.19 -16.14 
-26.07 -26.03 
-35.84 -27.16 
-35.66 -24.80 
-46.96 -32.65 
-25.39 -9.00 
-41.61 -14.85 
-18.39 -3.01 
-33.49 -28.51 
-48.24 -19.58 
-17.16 -11.08 
-7.77 -18.99 
-12.50 -24.63 
-28.11 -35.31 
-35.24 -11.03 
-31.85 -28.95 
-35.11 -24.97 
-42.46 -38.44 
-37.82 -16.40 
-43.11 -16.23 
-36.79 -9.70 
-34.92 -15.40 
-32.03 -7.39 
-19.94 -8.07 
-33.79 -20.76 
-33.86 -45.02 
-11.97 -27.02 
-8.26 -25.33 
-19.53 -42.28 
-20.68 -32.75 
-24.87 -33.89 
-2.83 -32.79 
-14.43 -40.52 
-21.46 -37.41 
-19.79 -36.03 
-28.57 -35.40 
-13.04 -12.02 
-8.63 -11.89 
-28.58 -30.13 



63.45 15.00 

61.97 15.00 

68.27 15.00 

71.94 15.00 

83.66 15.00 

51.26 15.00 
49.57 15.00 
56.91 15.00 
77.82 15.00 

64.38 15.00 
63.15 15.00 
70.47 15.00 

79.27 15.00 
74.86 15.00 
72.85 15.00 
81.88 15.00 
58.10 15.00 

53.39 15.00 

46.18 15.00 
46.75 15.00 
54.37 15.00 
67.58 15.00 
66.45 15.00 
73.69 15.00 
75.95 15.00 
60.30 15.00 
62.81 15.00 
69.68 15.00 
74.42 15.00 
71.08 15.00 
61.28 15.00 
58.81 15.00 

61.19 15.00 
60.62 15.00 
71.85 15.00 
59.53 15.00 
78.35 15.00 
71.33 15.00 
88.70 15.00 
63.26 15.00 
72.80 15.00 
56.41 15.00 
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277 


HOH 


OH2 


-29. 


86 


-20.69 


48 


.27 


15.00 


278 


HOH 


OH2 


-26. 


77 


-22.94 


44 


.37 


15.00 


279 


HOH 


OH2 


-25. 


17 


-36.24 


49 


.68 


15.00 


280 


HOH 


OH2 


-19. 


40 


-31.57 


49 


.99 


15.00 


281 


HOH 


OH2 


-34. 


95 


-29.42 


45 


.52 


15.00 


282 


HOH 


OH2 


-37. 


69 


-30.43 


50 


.51 


15.00 
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Table of the orthogonal three dimensional coordinates in 

Angstroms and B factors (A2) f or the cathepsin K 
complex with inhibitor 2- [N- (3-benzyloxybenzoyl) J - 
2 ' - [N' - (N-benzyloxycarbonyl-L- 
leucinyl) ] carbohydrazide. 

Residue Atom X Y z b 

1 ALA CB -53.28 -28.69 64.46 15.00 

1 ALA C -53.74 -30.77 63.13 15.00 

1 ALA 0 -54.17 -31.71 63.79 15.00 

1 ALA N -55.61 -29.36 63.92 15.00 

1 ALA CA -54.20 -29.34 63.43 15.00 

2 PRO N -52.92 -30.93 62.07 15.00 
2 PRO CD -52.55 -29.87 61.11 15.00 
2 PRO CA -52.38 -32.23 61.65 15.00 
2 PRO CB -52.22 -32.03 60.15 15.00 
2 PRO CG -51.68 -30.61 60.09 15.00 
2 PRO C -51.02 -32.37 62.31 15.00 

2 PRO O -50.88 -32.09 63.50 15.00 

3 ASP N -50.02 -32.75 61.52 15.00 
3 ASP CA -48.67 -32.92 62.02 15.00 
3 ASP CB -47.96 -34.03 61.25 15.00 
3 ASP CG -48.48 -35.41 61.59 15.00 
3 ASP OD1 -49.68 -35.69 61.38 15.00 
3 ASP OD2 -47.66 -36.24 62.06 15.00 
3 ASP C -47.93 -31.60 61.84 15.00 

3 ASP O -47.35 -31.34 60.78 15.00 

4 SER N -48.02 -30.74 62.84 15.00 
4 SER CA -47.34 -29.45 62.82 15.00 
4 SER CB -48.32 -28.34 62.42 15.00 
4 SER OG -48.91 -28.65 61.17 15.00 
4 SER C -46.76 -29.17 64.20 15.00 

4 SER O -47.33 -29.58 65.22 15.00 

5 VAL N -45.60 -28.54 64.23 15.00 
5 VAL CA -45.00 -28.20 65.51 15.00 
5 VAL CB -44.16 -29.36 66.11 15.00 
5 VAL CGI -42.89 -29.57 65.35 15.00 
5 VAL CG2 -43.87 -29.08 67.57 15.00 
5 VAL C -44.21 -26.91 65.37 15.00 

5 VAL O -43.46 -26.73 64.41 15.00 

6 ASP N -44.48 -25.98 66.27 15.00 
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TABLE m 

108 ARG CD -26.86 -36.86 79.28 15.00 

108 ARG NE -26.63 -38.14 78.60 15.00 

108 ARG CZ -27.58 -38.89 78.03 15.00 

108 ARG NH1 -28.85 -38.51 78.05 15.00 

108 ARG NH2 -27.24 -40.03 77.45 15.00 

108 ARG C -23.64 -35.78 76.18 15.00 

108 ARG O -23.84 -36.99 76.06 15.00 

109 GLY N -23.20 -35.03 75.17 15.00 
109 GLY CA -22.97 -35.63 73.87 15.00 
109 GLY C -23.82 -34.99 72.80 15.00 

109 GLY 0 -24.27 -33.85 72.95 15.00 

110 TYR N -24.09 -35.72 71.72 15.00 
110 TYR CA -24.89 -35.19 70.63 15.00 
110 TYR CB -24.12 -34.08 69.91 15.00 
110 TYR CG -22.86 -34.56 69.20 15.00 
110 TYR CD1 -21.64 -34.62 69.87 15.00 
110 TYR CE1 -20.49 -35.03 69.22 15.00 
110 TYR CD2 -22.90 -34.93 67.85 15.00 
110 TYR CE2 -21.75 -3S.34 67.19 15.00 
110 TYR CZ -20.55 -35.39 67.88 15.00 
110 TYR OH -19.39 -35.77 67.23 15.00 
110. TYR C -25.22 -36.28 69.62 15.00 

110 TYR O -24.44 -37.21 69.43 15.00 

111 ARG N -26.34 -36.11 68.92 15.00 
111 ARG CA -26.76 -37.08 67.92 15.00 
111 ARG CB -28.02 -37.81 68.38 15.00 
111 ARG CG -27.81 -38.84 69.48 15.00 
111 ARG CD -28.75 -40.03 69.33 15.00 
111 ARG NE -28.01 -41.28 69.36 15.00 
111 ARG CZ -27.89 -42.06 70.44 15.00 
111 ARG NH1 -27.18 -43.18 70.36 15.00 
111 ARG NH2 -28.50 -41.73 71.58 15.00 
111 ARG C -26.99 -36.46 66.54 15.00 

111 ARG O -27.67 -35.45 66.41 15.00 

112 GLU N -26.41 -37.06 65.50 15.00 
112 GLU CA -26.56 -36.57 64.14 15.00 
112 GLU CB -25.36 -37.00 63.29 15.00 
112 GLU CG -24.03 -36.42 63.76 15.00 
112 GLU CD -23.34 -35.56 62.70 15.00 
112 GLU OE1 -23.95 -34.57 62.22 15.00 
112 GLU OE2 -22.18 -35.88 62.33 15.00 
112 GLU C -27.86 -37.13 63.56 15.00 
112 GLU O -28.64 -37.75 64.27 15.00 
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TABLE ID 

113 ILE N -28.13 -36.87 62.29 15.00 

113 ILE CA -29.35 -37.38 61.64 15.00 

113 ILE CB -30.38 -36.25 61.34 15.00 

113 ILE CG2 -31.67 -36.83 60.78 15.00 

113 ILE CGI -30.71 -35.45 62.60 15.00 

113 ILE CD1 -31.50 -36.20 63.65 15.00 

113 ILE C -28.85 -37.98 60.33 15.00 

113 ILE O -27.91 -37.46 59.73 15.00 

114 PRO N -29.41 -39.13 59.92 15.00 
114 PRO CD -30.48 -39.91 60.57 15.00 
114 PRO CA -28.98 -39.77 58.68 15.00 
114 PRO CB -30.10 -40.78 ' 58.43 15.00 
114 PRO CG -30.41 -41.23 59.83 15.00 
114 PRO C -28.87 -38.79 57.54 15.00 

114 PRO O -29.84 -38.12 57.20 15.00 

115 GLU N -27.67 -38.66 56.99 15.00 
115 GLU CA -27.46 -37.74 55.89 15.00 
115 GLU CB -26.07 -37.92 55.28 15.00 
115 GLU CG -24.92 -37.19 56.01 15.00 
115 GLU CD -23.60 -37.16 55.20 15.00 
115 GLU OE1 -23.65 -37.20 53.94 15.00 
115 GLU OE2 -22.51 -37.08 55.82 15.00 
US GLU C -28.53 -37.91 54.82 15.00 

115 GLU O -28.70 -39.00 54.27 15.00 

116 GLY N -29.27 -36.83 54.59 15.00 
116 GLY CA -30.30 -36.78 53.57 15.00 
116 GLY C -31.63 -37.36 53.99 15.00 

116 GLY O -32.46 -37.66 53.13 15.00 

117 ASN N -31.88 -37.44 55.29 15.00 
117 ASN CA -33.12 -38.03 55.77 15.00 
117 ASN CB -32.80 -39.09 56.82 15.00 
117 ASN CG -33.80 -40.21 56.84 15.00 
117 ASN OD1 -35.02 -39.99 56.90 15.00 
117 ASN ND2 -33.31 -41.44 56.76 15.00 
117 ASN C -34.17 -37.06 56.31 15.00 

117 ASN O -34.17 -36.72 57.50 15.00 

118 GLU N -35.12 -36.66 55.48 15.00 
118 GLU CA -36.15 -35.72 55.91 15.00 
118 GLU CB -36.86 -35.08 54.72 15.00 
118 GLU CG -36.09 -33.98 54.02 15.00 
118 GLU CD -36.99 -33.14 53.15 15.00 
118 GLU OE1 -36.58 -32.75 52.04 15.00 
118 GLU OE2 -38.13 -32.87 53.57 15.00 
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118 GLU C 


-37.18 


118 GLU 0 


-37.76 


119 LYS N 


-37.46 


119 LYS CA 


-38.43 


119 LYS CB 


-38.66 


119 LYS CG 


-39.20 


119 LYS CD 


-40.54 


119 LYS CE 


-41.04 


119 LYS NZ 


-40.26 


119 LYS C 


-37.89 


119 LYS 0 


-38.55 


120 ALA N 


-36.64 


120 ALA CA 


-35.94 


120 ALA CB 


-34.58 


120 ALA C 


-35.81 


120 ALA 0 


-35.88 


121 LEU N 


-35.56 


121 LEU CA 


-35.43 


121 LEU CB 


-34.96 


121 LEU CG 


-34.93 


121 LEU CD1 


-33.81 


121 LEU CD2 


-34.78 


121 LEU C 


-36.76 


121 LEU 0 


-36.81 


122 LYS N 


-37.86 


122 LYS CA 


-39.17 


122 LYS CB 


-40.26 


122 LYS CG 


-41.65 


122 LYS CD 


-42.73 


122 LYS CE 


-44.10 


122 LYS NZ 


-45.21 


122 LYS C 


-39.36 


122 LYS 0 


-39.79 


123 ARG N 


-39.02 


123 ARG CA 


-39.13 


123 ARG CB 


-38.72 


123 ARG CG 


-39.86 


123 ARG CD 


-39.43 


123 ARG NE 


-38.71 


123 ARG CZ 


-37.42 


123 ARG NH1 


-36.68 


123 ARG NH2 


-36.87 


123 ARG C 


-38.28 



TABLE m 

-36.33 56.83 15.00 

-35.64 57.66 15.00 

-37.61 56.66 15.00 

-38.29 57.53 15.00 

-39.71 57.03 15.00 

-39.77 55.60 15.00 

-39.04 55.49 15.00 

-38.97 54.07 15.00 

-38.00 53.26 15.00 

-38.30 58.95 15.00 

-37.86 59.89 15.00 

-38.74 59.07 15.00 

-38.81 60.34 15.00 

-39.42 60.15 15.00 

-37.43 60.97 15.00 

-37.28 62.19 15.00 

-36.42 60.14 15.00 

-35.06 60.66 15.00 

-34.10 59.56 15.00 

-32.61 59.96 15.00 

-32.34 60.93 15.00 

-31.76 58.72 15.00 

-34.60 61.25 15.00 

-33.98 62.31 15.00 

-34.91 60.57 15.00 

-34.53 61.06 15.00 

-35.04 60.11 15.00 

-34.70 60.59 15.00 

-35.28 59.72 15.00 

-34.79 60.19 15.00 

-35.17 59.28 15.00 

-35.15 62.43 15.00 

-34.47 63.36 15.00 

-36.44 62.55 15.00 

-37.17 63.81 15.00 

-38.64 63.64 15.00 

-39.56 63.26 15.00 

-41.02 63.33 15.00 

-41.48 62.14 15.00 

-41.79 62.12 15.00 

-41.70 63.21 15.00 

-42.22 60.99 15.00 

-36.55 64.90 15.00 



It I 
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TABLE m 

123 ARG O -38.69 -36.51 66.05 15 00 

124 ALAN -37.09 -36.07 64.55 15.' 00 
124 ALA CA -36.20 -35.45 65.52 15.00 
124 ALA CB -34.85 -35.18 64.89 15.00 
124 ALA C -36.81 -34.15 66.03 15.00 

124 ALA O -36.96 -33.96 67.23 15.00 
125VALN -37.17 -33.25 65.12 15.00 

125 VAL CA -37.77 -31.97 65.50 15.00 

15.00 
15.00 



125 VAL CB -38.07 -31.11 64.25 
125 VAL CGI -38.97 -29.94 64.59 
125 VAL CG2 -36.78 -30.59 63.67 IS.'oO 

15.00 
15.00 
15.00 
15.00 



125 VAL C -39.04 -32.20 66.30 

125 VAL O -39.36 -31.43 67.20 

126 ALA N -39.74 -33.29 66.00 
126 ALA CA -40.97 -33.62 66.69 
126 ALA CB -41.78 -34.61 65.88 15.00 

15.00 



126 ALA C -40.72 -34.17 68.09 

126 ALA O -41.37 -33.76 69.06 15.00 

127 ARG N -39.77 -35.10 68.19 15.00 
127 ARG CA -39.41 -35.74 69.44 15.00 
127 ARG CB -38.71 -37.07 69.18 15.00 
127 ARG CG -39.58 -38.30 69.27 15.00 
127 ARG CD -40.17 -38.70 67.94 15.00 
127 ARG NE -39.87 -40.09 67.60 15.00 
127 ARG CZ -40.52 -40.78 66.67 15.00 
127 ARG NH1 -40.18 -42.03 66.40 15.00 
127 ARG NH2 -41.55 -40.25 66.03 15.00 
127 ARG C -38.52 -34.91 70.35 15.00 
127 ARG O -38.86 -34.71 71.52 15.00 

15.00 



128 VAL N -37.37 -34.50 69.82 

128 VAL CA -36.36 -33.72 70.56 15.00 

15.00 
15.00 
15.00 
15.00 



128 VAL CB -34.95 -33.91 69.94 
128 VAL CGI -33.88 -33.45 70.91 
128 VAL CG2 -34.73 -35.35 69.57 
128 VAL C -36.62 -32.22 70.66 

128 VAL O -36.44 -31.61 71.71 15.00 

15.00 



129 GLY N -36.99 -31.60 69.55 

129 GLY CA -37.23 -30.17 69.54 15.00 

15.00 
15.00 
15.00 
15.00 



129 GLY C -36.29 -29.54 68.53 

129 GLY O -35.87 -30.22 67.58 

130 PRO N -35.94 -28.25 68.71 
130 PRO CD -36.46 -27.38 69.78 
130 PRO CA -35.04 -27.50 67.83 15.00 
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TABLE m 

130 PRO CB -34.80 -26.22 68.62 15.00 

130 PRO CG -36.12 -26.00 69.26 15.00 

130 PRO C -33.74 -28.21 67.50 15.00 

130 PRO 0 -32.90 -28.46 68.37 15.00 

131 VAL N -33.59 -28.51 66.21 15.00 
131 VAL CA -32.42 -29.19 65.68 15.00 
131 VAL CB -32.84 -30.34 64.73 15.00 
131 VAL CGI -31.64 -31.06 64.18 15.00 
131 VAL CG2 -33.74 -31.33 65.48 15.00 
131 VAL C -31.57 -28.19 64.90 15.00 

131 VAL O -32.08 -27.25 64.28 15.00 

132 SER N -30.25 -28.38 64.96 15.00 
132 SER CA -29.32 -27.53 64.26 15.00 
132 SER CB -28.00 -27.48 65.02 15.00 
132 SER OG -28.18 -26.93 66.31 15.00 
132 SER C -29.08 -28.14 62.88 15.00 

132 SER O -28.67 -29.30 62.79 15.00 

133 VAL N -29.38 -27.38 61.83 15.00 
133 VAL CA -29.21 -27.83 60.44 15.00 
133 VAL CB -30.57 -27.93 59.68 15.00 
133 VAL CGI -31.55 -28.81 60.43 15.00 
133 VAL CG2 -31.16 -26.56 59.49 15.00 
133 VAL C -28.30 -26.86 59.68 15.00 

133 VAL O -28.06 -25.74 60.13 15.00 

134 ALA N -27.79 -27.28 58.52 15.00 
134 ALA CA -26.94 -26.44 57.69 15.00 
134 ALA CB -25.50 -26.93 57.73 15.00 
134 ALA C -27.49 -26.50 56.28 15.00 

134 ALA O -27.84 -27.57 55.79 15.00 

135 ILE N -27.58 -25.36 55.61 15.00 
135 ILE CA -28.14 -25.32 54.27 15.00 
135 ILE CB -29.58 -24.73 54.30 15.00 
135 ILE CG2 -30.49 -25.57 55.19 15.00 
135 ILE CGI -29.53 -23.26 54.76 15.00 
135 ILE CD1 -30.88 -22.58 54.88 15.00 
135 ILE C -27.33 -24.44 53.32 15.00 

135 ILE O -26.33 -23.82 53.72 15.00 

136 ASP N -27.75 -24.41 52.05 15.00 
136 ASP CA -27.12 -23.57 51.05 15.00 
136 ASP CB -27.25 -24.16 49.65 15.00 
136 ASP CG -26.77 -23.20 48.57 15.00 
136 ASP OD1 -27.27 -23.28 47.43 15.00 
136 ASP OD2 -25.90 -22.35 48.85 15.00 
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TABLE m 

136 ASP C -27.87 -22.24 51.10 15 .00 

136 ASP 0 -29.05 -22.17 50.77 15.00 

137 ALAN -27.19 -21.21 51.59 15.00 
137 ALA CA -27.80 -19.89 51.68 15.00 
137 ALA CB -27.61 -19.32 53.08 15.00 
137 ALA C -27.23 -18.94 50.62 15.00 

137 ALA O -27.64 -17.78 50.53 15.00 

138 SER N -26.26 -19.43 49.84 15.00 
138 SER CA -25.66 -18.65 48.77 15.00 
138 SER CB -24.30 -19.22 48.37 15.00 
138 SER OG -23.28 -18.86 49.30 15.00 
138 SER C -26.61 -18.73 47.60 15.00 

138 SER O -26.51 -19.65 46.80 15 00 

139 LEU N -27.54 -17.77 47.57 15.00 
139 LEU CA -28.59 -17.66 46.55 15.00 
139 LEU CB -29.53 -18.86 46.65 15.00 ' 
139 LEU CG -29.89 -19.63 45.38 15.00 
139 LEU CD1 -28.66 -20.27 44.80 15.00 
139 LEU CD2 -30.92 -20.68 45.71 15.00 
139 LEU C -29.39 -16.39 46.85 15.00 

139 LEU O -29.91 -16.22 47.96 15.00 

140 THR N -29.52 -15.49 45.87 15.00 
140 THR CA -30.23 -14.23 46.08 15.00 
140 THR CB -30.06 -13.28 44.87 15.00 
140 THR OG1 -29.05 -13.81 43.99 15.00 
140 THR CG2 -29.62 -11.89 45.34 15.00 
140 THR C -31.71 -14.37 46.42 15.00 

140 THR O -32.23 -13.63 47.24 15.00 

141 SER N -32.39 -15.35 45.83 15.00 
141 SER CA -33.80 -15.59 46.10 15.00 
141 SER CB -34.31 -16.76 45.27 15.00 
141 SER OG -33.42 -17.86 45.34 15.00 
141 SER C -34.00 -15.89 47.57 15.00 

141 SER O -35.03 -15.57 48.16 15.00 

142 PHE N -33.01 -16.51 48.18 15.00 
142 PHE CA -33.07 -16.86 49.59 15.00 
142 PHE CB -31.98 -17.88 49.93 15.00 
142 PHE CG -31.93 -18.24 51.39 15.00 
142 PHE CD1 -32.72 -19.25 51.89 15.00 
142 PHE CD2 -31.10 -17.54 52.25 15.00 
142 PHE CE1 -32.68 -19.58 53.23 15.00 
142 PHE CE2 -31.05 -17.85 53.60 15.00 
142 PHE CZ -31.85 -18.87 54.09 15.00 
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PCT/US96/17512 



TABLE m 

142 PHE C -32.88 -15.61 50.43 15.00 

142 PHE 0 -33.66 -15.33 51.34 15.00 

143 GLN N -31.86 -14.84 50.09 15.00 
143 GLN CA -31.54 -13.64 50.83 15.00 
143 GLN CB -30.25 -13.06 50.30 15.00 
143 GLN CG -29.18 -14.11 50.24 15.00 
143 GLN CD -27.84 -13.53 49.97 15.00 
143 GLN OE1 -27.41 -12.58 50.62 15.00 
143 GLN NE2 -27.15 -14.10 48.99 15.00 
143 GLN C -32.63 -12.59 50.89 15.00 

143 GLN 0 -32.90 -12.05 51.95 15.00 

144 PHE N -33.29 -12.29 49.77 15.00 
144 PHE CA -34.36 -11.28 49.80 15.00 
144 PHE CB -34.33 -10.38 48.55 15.00 
144 PHE CG -34.46 -11.12 47.24 15.00 
144 PHE CD1 -33.45 -11.04 46.30 15.00 
144 PHE CD2 -35.59 -11.87 46.95 15.00 
144 PHE CE1 -33.56 -11.71 45.09 15.00 
144 PHE CE2 -35.71 -12.55 45.75 15.00 
144 PHE CZ -34.70 -12.46 44.82 15.00 
144 PHE C -35.76 -11.83 50.04 15.00 

144 PHE O -36.76 -11.19 49.68 15.00 

145 TYR N -35.83 -13.01 50.66 15.00 
145 TYR CA -37.09 -13.68 50.97 15.00 
145 TYR CB -36.80 -15.04 51.62 15.00 
145 TYR CG -37.95 -15.65 52.36 15.00 
145 TYR CD1 -38.83 -16.52 51.73 15.00 
145 TYR CE1 -39.93 -17.05 52.41 15.00 
145 TYR CD2 -38.20 -15.31 53.69 15.00 
145 TYR CE2 -39.28 -15.83 54.38 15.00 
145 TYR CZ -40.14 -16.69 53.73 15.00 
145 TYR OH -41.24 -17.16 54.42 15.00 
145 TYR C -37.87 -12.81 51.93 15.00 

145 TYR 0 -37.27 -12.10 52.74 15.00 

146 SER N -39.20 -12.88 51.89 15.00 
146 SER CA -40.01 -12.07 52.78 15.00 
146 SER CB -40.45 -10.78 52.10 15.00 
146 SER OG -41.31 -11.05 51.01 15.00 
146 SER C -41.23 -12.81 53.34 15.00 

146 SER O -41.69 -12.52 54.45 15.00 

147 LYS N -41.77 -13.75 52.58 15.00 
147 LYS CA -42.93 -14.52 53.04 15.00 
147 LYS CB -44.16 -13.62 53.21 15.00 
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TABLE HI 

147 LYS CG -44.84 -13.14 51.92 

147 LYS CD -45.64 -11.86 52.19 

147 LYS CE -44.71 -10.72 52.70 

147 LYS N2 -45.41 -9.52 53.28 

147 LYS C -43.27 -15.68 52.11 

147 LYS 0 -43.03 -15.62 50.91 

148 GLY N -43.83 -16.74 52.69 
148 GLY CA -44.21 -17.90 51.90 
148 GLY C -43.31 -19.08 52.16 

148 GLY 0 -42.50 -19.07 53.08 

149 VAL N -43.46 -20.12 51.35 
149 VAL CA -42.65 -21.32 51.50 
149 VAL CB -43.52 -22.60 51.39 
149 VAL CGI -42.66 -23.84 51.53 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



15.00 
15.00 



15.00 
15.00 
15.00 
15.00 



149 VAL CG2 -44.59 -22.59 52.45 15 00 

149 VAL C -41.57 -21.27 50.42 

149 VAL 0 -41.84 -21.44 49.24 

150 TYR N -40.34 -21.01 50.84 15.00 
150 TYR CA -39.21 -20.90 49.93 
150 TYR CB -37.98 -20.37 50.67 
150 TYR CG -36.75 -20.27 49.80 
150 TYR CD1 -36.73 -19.44 48.68 
150 TYR CE1 -35.61 -19.36 47.86 15.00 
150 TYR CD2 -35.61 -21.03 50.09 15.00 
150 TYR CE2 -34.48 -20.96 49.27 15.00 
150 TYR CZ -34.49 -20.13 48.16 15.00 
150 TYR OH -33.41 -20.06 47.32 15.00 
150 TYR C -38.81 -22.16 49.19 15.00 

150 TYR O -38.56 -23.19 49.80 15.00 

151 TYR N -38.68 -22.03 47.88 15.00 
151 TYR CA -38.24 -23.13 47.02 15.00 
151 TYR CB -39.38 -24.11 46.72 15.00 
151 TYR CG -38.89 -25.32 45.96 15.00 
151 TYR CD1 -37.74 -26.01 46.37 15.00 
151 TYR CE1 -37.23 -27.06 45.63 15.00 
151 TYR CD2 -39.52 -25.74 44.79 15.00 



151 TYR CE2 -39.01 -26.80 44.03 15.00 

15.00 
15.00 



151 TYR CZ -37.87 -27.45 44.46 

151 TYR OH -37.35 -28.50 43.72 

151 TYR C -37.63 -22.58 45.73 15.00 

151 TYR 0 -38.19 -21.69 45.08 15.00 

152 ASP N -36.47 -23.12 45.37 15.00 
152 ASP CA -35.74 -22.69 44.19 15.00 
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152 


ASP 


CB 


-34.80 


152 


ASP 


CG 


-34.09 


152 


ASP 


OD1 


-33.27 


152 


ASP 


OD2 


-34.35 


152 


ASP 


C 


-34.93 


152 


ASP 


0 


-33.98 


153 


GLU 


N 


-35.23 


153 


GLU 


CA 


-34.55 


153 


GLU 


CB 


-35.15 


153 


GLU 


CG 


-35.40 


153 


GLU 


CD 


-34.12 


153 


GLU 


OE1 


-33.16 


153 


GLU 


OE2 


-34.09 


153 


GLU 


C 


-33 .03 


153 


GLU 


0 


-32.40 


154 


SER N 


-32.42 


154 


SER 


CA 


-30.96 


154 


SER 


CB 


-30.53 


154 


SER 


OG 


-30.93 


154 


SER 


C 


-30.27 


154 


SER 


0 


-29.04 


155 


CYS 


N 


-31.06 


155 


CYS 


CA 


-30.49 


155 


CYS 


C 


-29.66 


155 


CYS 


0 


-30.16 


155 


CYS 


CB 


-31.60 


155 


CYS 


SG 


-31.20 


156 


ASN 


N 


-28.36 


156 


ASN 


CA 


-27 .50 


156 


ASN 


CB 


-26.20 


156 


ASN 


CG 


-25.34 


156 


ASN OD1 


-.25.83 


156 


ASN ND2 


-24.05 


156 


ASN 


C 


-27.21 


156 


ASN 


0 


-26.37 


157 


SER N 


-27.82 


157 


SER 


CA 


-27.66 


157 


SER 


CB 


-28.41 


157 


SER 


OG 


-29.78 


157 


SER 


C 


-26.19 


157 


SER 


0 


-25.86 


158 


asp : 


N 


-25.31 


158 


ASP 


CA 


-23.89 



PCTAJS96/17S12 

TABLE HI 

-21.56 44.59 15.00 

-20.92 43.42 15.00 

-21.60 42.76 15.00 

-19.73 43.17 15.00 

-23.88 43.70 15.00 

-24.30 44.37 15.00 

-24.36 42.51 15.00 

-25.53 41.95 15.00 

-25.91 40.59 15.00 

-24.74 39.62 15.00 

-24.02 39.16 15.00 

-24.68 38.70 15.00 

-22.76 39.27 15.00 

-25.50 41.88 15.00 

-26.49 41.49 15.00 

-24.37 42.22 15.00 

-24.26 42.18 15.00 

-23.00 41.43 15.00 

-23.09 40.06 15.00 

-24.34 43.55 15.00 

-24.33 43.65 15.00 

-24.43 44.61 15.00 

-24.54 45.95 15.00 

-25.81 45.88 15.00 

-26.88 45.54 15.00 

-24.69 46.96 15.00 

-23.89 48.53 15.00 

-25.70 46.16 15.00 

-26.87 46.05 15.00 

-26.49 45.36 15.00 

-27.69 45.04 15.00 

-28.82 44.97 15.00 

-27.47 44.88 15.00 

-27.66 47.33 15.00 

-27.26 48.13 15.00 

-28.83 47.43 15.00 

-29.72 48.57 15.00 

-31.03 48.33 15.00 

-30.78 48.03 15.00 

-30.04 48.87 15.00 

-30.54 49.96 15.00 

-29.75 47.92 15.00 

-30.03 48.07 15.00 
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TABLE m 

158 ASP CB -23.30 -30.43 46.71 

158 ASP CG -24.01 -31.63 46.08 

158 ASP OD1 -25.23 -31.53 45.79 

158 ASP OD2 -23.34 -32.67 45.86 IS.'oO 

158 ASP C -23.11 -28.86 48.64 15.00 

158 ASP 0 -22.00 -29.02 49.15 



15.00 
15.00 
15.00 



15.00 

159 ASN N -23 . 68 -27 .66 48 . 60 15 . 00 

159 ASN CA -22.98 -26.49 49.11 15 0 0 
159 ASN CB -23.02 -25.36 48.07 l 5 .*00 
159 ASN CG -21.95 -24.29 48.31 15.00 
159ASNOD1 -21.61 -23.96 49.45 15.00 
159 ASN ND2 -21.43 -23.72 47.22 15 00 
159 ASN C -23.59 -26.01 50.41 15.00 

159 ASN O -24.34 -25.03 50.44 15.00 

160 LEU N -23.31 -26.69 51.52 15.00 
160 LEU CA -23.86 -26.27 52.80 15.00 
160 LEU CB -23.99 -27.45 53.77 15.00 
160 LEU CG -24.87 -28.62 53.30 15.00 
160 LEU CD1 -25.08 -29.56 54.47 15.00 
160 LEU CD2 -26.21 -28.16 52.76 15.00 
160 LEU C -22.91 -25.21 53.33 15.00 

15.00 
15.00 
15.00 
15.00 
15.00 



160 LEU O -21.77 -25.51 53.65 

161 ASN N -23.38 -23.97 53.35 
161 ASN CA -22.55 -22.84 53.78 
161 ASN CB -22.32 -21.90 52.60 
161 ASN CG -23.61 -21.59 51.84 
161 ASN OD1 -24.49 -20.86 52.31 15.00 

15.00 
15.00 
15.00 
15.00 



161 ASN ND2 -23.75 -22.18 50.66 
161 ASN C -23.10 -22.04 54.94 

161 ASN O -22.37 -21.29 55.58 

162 HIS N -24.38 -22.20 55.24 
162 HIS CA -25.01 -21.44 56.31 15.00 
162 HIS CB -26.00 -20.43 55.72 15.00 
162 HIS CG -26.46 -19.38 56.68 15.00 

15.00 
15.00 



162 HIS CD2 -27.69 -18.91 56.97 

162 HIS ND1 -25.58 -18.66 57.46 

162 HIS CE1 -26.25 -17.79 58.19 15.00 

162 HIS NE2 -27.54 -17.92 57.90 15.00 

162 HIS C -25.74 -22.34 57.31 15.00 

162 HIS O -26.66 -23.07 56.94 15.00 

163 ALA N -25.31 -22.30 58.57 15.00 
163 ALA CA -25.93 -23.09 59.63 15.00 
163 ALA CB -24.98 -23.25 60.81 15.00 
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TABLE m 

163 ALA C -27.18 -22.33 60.08 15.00 

163 ALA 0 -27.20 -21.09 60.08 15.00 

164 VAL N -28.21 -23.05 60.48 15.00 
164 VAL CA -29.44 -22.43 60.91 15.00 
164 VAL CB -30.31 -22.10 59.66 15.00 
164 VAL CGI -31.25 -23.23 59.31 15.00 
164 VAL CG2 -30.99 -20.79 59.85 15.00 
164 VAL C -30.13 -23.35 61.91 15.00 

164 VAL O -29.51 -24.32 62.35 15.00 

165 LEU N -31.38 -23.10 62.28 15.00 
165 LEU CA -32.05 -23.93 63.28 15.00 
165 LEU CB -31.95 -23.25 64.64 15.00 
165 LEU CG -32.41 -23.97 65.90 15.00 
165 LEU CD1 -31.39 -25.01 66.31 15.00 
165 LEU CD2 -32.58 -22.96 67.00 15.00 
165 LEU C -33.51 -24.20 62.98 15.00 

165 LEU O -34.30 -23.27 62.86 15.00 

166 ALA N -33.88 -25.48 62.93 15.00 
166 ALA CA -35.27 -25.89 62.66 15.00 
166 ALA CB -35.30 -27.31 62.15 15.00 
166 ALA C -36.07 -25.78 63.95 15.00 

166 ALA 0 -35.74 -26.40 64.95 15.00 

167 VAL N -37.14 -24.99 63.93 15.00 
167 VAL CA -38.00 -24.75 65.09 15.00 
167 VAL CB -38.22 -23.21 65.30 15.00 
167 VAL CGI -39.07 -22.93 66.50 15.00 
167 VAL CG2 -36.88 -22.50 65.47 15.00 
167 VAL C -39.35 -25.46 64.93 15.00 

167 VAL O -40.25 -25.34 65.77 15.00 

168 GLY N -39.51 -26.21 63.85 15.00 
168 GLY CA -40.75 -26.91 63.61 15.00 
168 GLY C -40.97 -27.18 62.14 15.00 

168 GLY O -40.03 -27.15 61.35 15.00 

169 TYR N -42.22 -27.45 61.78 15.00 
169 TYR CA -42.63 -27.75 60.41 15.00 
169 TYR CB -42.23 -29.18 60.00 15.00 
169 TYR CG -42.72 -30.27 60.93 15.00 
169 TYR CD1 -44.07 -30.66 60.94 15.00 
169 TYR CE1 -44.52 -31.66 61.81 15.00 
169 TYR CD2 -41.85 -30.91 61.81 15.00 
169 TYR CE2 -42.29 -31.91 62.68 15.00 
169 TYR CZ -43.63 -32.27 62.68 15.00 
169 TYR OH -44.07 -33.24 63.57 15.00 
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15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



169 TYR C -44.14 -27.59 60.31 

169 TYR O -44.81 -27.32 61.30 

170 GLY N -44.70 -27.76 59.12 
170 GLY CA -46.14 -27.63 58.97 
170 GLY C -46.56 -27.53 57.52 

170 GLY 0 -45.85 -27.94 56.61 

171 ILE N -47.74 -26.97 57.30 15.00 
171 ILE CA -48.28 -26.78 55.97 15.00 
171 ILE CB -49.43 -27.78 55.69 15.00 
171 ILE CG2 -50.14 -27.44 54.38 15.00 
171 ILE CGI -48.91 -29.22 55.69 15.00 
171 ILE CD1 -48.38 -29.69 54.35 15.00 
171 ILE C -48.89 -25.40 56.05 15.00 

171 ILE O -49.85 -25.20 56.78 15.00 

172 GLN N -48.29 -24.41 55.40 15.00 
172 GLN CA -48.86 -23.07 55.47 15.00 
172 GLN CB -47.96 -22.05 54.75 15.00 
172 GLN CG -48.37 -20.59 54.97 15.00 
172 GLN CD -47.48 -19.62 54.20 15.00 
172 GLN OE1 -46.94 -19.96 53.14 15.00 
172 GLN NE2 -47.33 -18.41 54.72 15.00 
172 GLN C -50.22 -23.15 54.78 15.00 

172 GLN O -51.26 -22.82 55.37 15.00 

173 LYS N -50.21 -23.61 53.54 15.00 
173 LYS CA -51.45 -23.77 52.79 15.00 
173 LYS CB -52.00 -22.41 52.33 15.00 
173 LYS CG -53.53 -22.35 52.25 15.00 
173 LYS CD -54.00 -20.89 52.22 15.00 
173 LYS CE -55.51 -20.75 52.34 15.00 
173 LYS NZ -55.91 -19.31 52.33 15.00 
173 LYS C -51.07 -24.63 51.61 15.00 

173 LYS O -50.50 -24.16 50.63 15.00 

174 GLY N -51.28 -25.93 51.80 15.00 
174 GLY CA -50.97 -26.89 50.76 15.00 
174 GLY C -49.51 -27.27 50.74 15.00 

174 GLY O -49.17 -28.42 50.45 15.00 

175 ASN N -48.63 -26.34 51.08 15.00 
175 ASN CA -47.20 -26.64 51.05 15.00 
175 ASN CB -46.44 -25.52 50.34 15.00 
175 ASN CG -46.88 -25.35 48.88 15.00 
175 ASN OD1 -47.59 -24.39 48.54 15.00 
175 ASN ND2 -46.49 -26.29 48.03 15.00 
175 ASN C -46.52 -26.98 52.38 15.00 
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175 ASN O -46.58 -26.21 53.35 15.00 

176 LYS N -45.88 -28.15 52.40 15.00 
176 LYS CA -45.15 -28.65 53.56 15.00 
176 LYS CB -44.68 -30.09 53.34 15.00 
176 LYS CG -45.74 -31.03 52.77 15.00 
176 LYS CD -45.35 -32.49 52.97 15.00 
176 LYS CE -46.23 -33.44 52.14 15.00 
176 LYS NZ -45.80 -33.48 50.70 15.00 
176 LYS C -43.94 -27.75 53.75 15.00 

176 LYS O -43.26 -27.41 52.78 15.00 

177 HIS N -43.64 -27.39 55.00 15.00 
177 HIS CA -42.51 -26.50 55.25 15.00 
177 HIS CB -42.96 -25.05 55.09 15.00 
177 HIS CG -43.85 -24.56 56.20 15.00 
177 HIS CD2 -43.59 -24.27 57.49 15.00 
177 HIS ND1 -45.16 -24.20 55.99 15.00 
177 HIS CE1 -45.67 -23.71 57.10 15.00 
177 HIS NE2 -44.74 -23.75 58.03 15.00 
177 HIS C -41.82 -26.66 56.59 15.00 

177 HIS O -42.44 -27.05 57.57 15.00 

178 TRP N -40.52 -26.34 56.60 15.00 
178 TRP CA -39.67 -26.38 57.77 15.00 
178 TRP CB -38.26 -26.80 57.38 15.00 
178 TRP CG -38.11 -28.21 56.93 15.00 
178 TRP CD2 -38.28 -29.38 57.73 15.00 
178 TRP CE2 -38.02 -30.49 56.90 15.00 
178 TRP CE3 -38.62 -29.60 59.08 15.00 
178 TRP CD1 -37.77 -28.64 55.68 15.00 
178 TRP NE1 -37.71 -30.01 55.65 15.00 
178 TRP CZ2 -38.09 -31.80 57.37 15.00 
178 TRP CZ3 -38.69 -30.89 59.54 15.00 
178 TRP CH2 -38.43 -31.98 58.68 15.00 
178 TRP C -39.59 -24.94 58.28 15.00 

178 TRP O -39.26 -24.03 57.51 15.00 

179 ILE N -39.92 -24.71 59.55 15.00 
179 ILE CA -39.85 -23.36 60.09 15.00 
179 ILE CB -40.86 -23.17 61.23 15.00 
179 ILE CG2 -40.80 -21.75 61.74 15.00 
179 ILE CGI -42.27 -23.50 60.72 15.00 
179 ILE CD1 -43.38 -23.28 61.70 15.00 
179 ILE C -38.42 -23.13 60.55 15.00 

179 ILE O -37.94 -23.79 61.47 15.00 

180 ILE N -37.73 -22.22 59.88 15.00 



VtI 
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180 ILE CA -36.32 -21.94 60.17 15.00 

180 ILE CB -35.50 -22.02 58.86 15.00 

180 ILE CG2 -34.06 -21.71 59.13 15.00 

180 ILE CGI -35.63 -23.40 58.22 15.00 

180 ILE CD1 -34.94 -24.48 58.99 15.00 

180 ILE C -36.01 -20.62 60.88 15.00 

180 ILE O -36.59 -19.58 60.56 15.00 

181 LYS N -35.09 -20.68 61.84 15.00 
181 LYS CA -34.67 -19.51 62.60 15 00 
181 LYS CB -34.58 -19.83 64.09 15.00 
181 LYS CG -34.19 -18.62 64.93 15.00 
181 LYS CD -33.86 -18.95 66.37 15.00 
181 LYS CE -33.68 -17.66 67.16 15 00 
181 LYS NZ -33.07 -17.85 68.50 15.00 
181 LYS C -33.30 -19.10 62.12 15.00 

181 LYS 0 -32.31 -19.74 62.48 15.00 

182 ASN N -33.22 -18.04 61.32 15.00 
182 ASN CA -31.93 -17.56 60.79 15.00 
182 ASN CB -32.17 -16.80 59.48 15.00 
182 ASN CG -30.98 -16.86 58.53 15.00 
182 ASN OD1 -29.87 -17.20 58.92 15.00 
182 ASN ND2 -31.21 -16.50 57.27 15.00 
182 ASN C -31.29 -16.65 61.84 15.00 

182 ASN O -31.86 -16.44 62.91 15.00 

183 SER N -30.11 -16.11 61.56 15.00 
183 SER CA -29.44 -15.21 62.52 15.00 
183 SER CB -28.26 -15.93 63.18 15.00 
183 SER OG -27.41 -16.54 62.21 15.00 
183 SER C -28.98 -13.90 61.87 15.00 

183 SER O -27.84 -13.44 62.08 15.00 

184 TOP N -29.85 -13.26 61.11 15.00 
184 TOP CA -29.52 -12.01 60.45 15.00 
184 TOP CB -29.70 -12.14 58.94 15.00 
184 TOP CG -28.74 -13.05 58.26 15.00 
184 TOP CD2 -28.89 -13.61 56.96 15.00 
184 TOP CE2 -27.72 -14.38 56.71 15.00 
184 TOP CE3 -29.87 -13.53 55.98 15.00 
184 TOP CD1 -27.54 -13.48 58.74 15.00 
184 TOP NE1 -26.92 -14.29 57.81 15.00 
184 TOP C22 -27.53 -15.07 55.51 15.00 
184 TOP CZ3 -29.68 -14.22 54.78 15.00 
184 TOP CH2 -28.52 -14.98 54.56 15.00 
184 TOP C -30.45 -10.91 60.98 15.00 
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184 TRP O 

185 GLY N 
185 GLY CA 
185 GLY C 

185 GLY 0 

186 GLU N 
186 GLU CA 
186 GLU CB 
186 GLU CG 
186 GLU CD 
186 GLU OE1 
186 GLU OE2 
186 GLU C 

186 GLU O 

187 ASN N 
187 ASN CA 
187 ASN CB 
187 ASN CG 
187 ASN OD1 
187 ASN ND2 
187 ASN C 

187 ASN O 

188 TRP N 
188 TRP CA 
188 TRP CB 
188 TRP CG 
188 TRP CD2 
188 TRP CE2 
188 TRP CE3 
188 TRP CD1 
188 TRP NE1 
188 TRP CZ2 
188 TRP CZ3 
188 TRP CH2 
188 TRP C 

188 TRP 0 

189 GLY N 
189 GLY CA 
189 GLY C 

189 GLY 0 

190 ASN N 
190 ASN CA 
190 ASN CB 



-31.16 

-30.48 

-31.34 

-32.79 

-33.09 

-33.73 

-35.13 

-36.01 

-36.02 

-37.04 

-36.66 

-38.23 

-35.67 

-36.84 

-34.80 

-35.17 

-34.20 

-34.83 

-34.15 

-36.12 

-35.15 

-35.75 

-34.45 

-34.37 

-33.13 

-33.03 

-33.46 

-33.26 

-34.00 

-32.60 

-32.73 

-33.58 

-34.31 

-34.10 

-35.63 

-36.34 

-35.89 

-37.04 

-38.26 

-38.56 

-38.99 

-40.18 

-41.17 



-10.28 
-10.71 
-9.69 
-10.02 
-11.01 
-9.25 
-9.57 
-9.41 
-8.04 
-7.92 
-7.55 
-8.21 
-8.78 
-8.91 
-7.96 
-7.15 
-5.97 
-4.76 
-4.03 
-4.54 
-8.03 
-7.72 
-9.16 
-10.07 
-10.97 
-11.92 
-13.29 
-13.77 
-14.15 
-11.64 
-12.74 
-15.08 
-15.45 
-15.90 
-10.94 
-11.13 
-11.44 
-12.29 
-11.99 
-10.84 
-13.02 
-12.81 
-13.96 



60.20 

62.29 

62.86 

62.61 

61.96 

63.14 

62.89 

64.14 

64.75 

65.87 

67.00 

65.61 

61.72 

61.34 

61.13 

59.99 

59.84 

59.13 

58.42 

59.36 

58.74 

57.72 

58.81 

57.66 

57.77 

56.63 

56.62 

55.31 

57.58 

55.38 

54.58 

54.93 

57.20 

55.89 

57.55 

58.54 

56.34 

56.09 

56.92 

57.23 

57.32 

58.14 

57.97 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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190 ASN CG -42.58 -13.57 58.36 15.00 

190 ASN OD1 -43.53 -13.95 57.69 15.00 

190 ASN ND2 -42.72 -12.80 59.43 15.00 

190 ASN C -39.79 -12.68 59.61 15.00 

190 ASN O -39.86 -13.65 60.36 15.00 

191 LYS N -39.41 -11.47 60.02' 15.00 
191 LYS CA -39.01 -11.18 61.41 15.00 
191 LYS CB -40.23 -11.26 62.34 15.00 
191 LYS CG -41.41 -10.38 61.96 15.00 
191 LYS CD -42.64 -10.75 62.79 15.00 
191 LYS CE -43.93 -10.18 62.20 15.00 
191 LYS NZ -45.15 -10.69 62.91 15.00 
191 LYS C -37.94 -12.14 61.90 15.00 

191 LYS O -38.00 -12.62 63.03 15.00 

192 GLY N -36.97 -12.45 61.05 15.00 
192 GLY CA -35.91 -13.35 61.43 15.00 
192 GLY C -36.06 -14.79 60.97 15.00 

192 GLY 0 -35.07 -15.51 60.83 15.00 

193 TYR N -37.30 -15.21 60.70 15.00 
193 TYR CA -37.56 -16.59 60.27 15.00 
193 TYR CB -38.79 -17.14 61.01 15.00 
193 TYR CG -38.57 -17.28 62.49 15.00 
193 TYR CD1 -38.77 -16.20 63.35 15.00 
193 TYR CE1 -38.49 -16.30 64.70 15.00 
193 TYR CD2 -38.09 -18.47 63.04 15.00 
193 TYR CE2 -37.81 -18.58 64.40 15.00 
193 TYR CZ -38.00 -17.48 65.22 15.00 
193 TYR OH -37.69 -17.57 66.55 15.00 
193 TYR C -37.77 -16.76 58.76 15.00 

193 TYR O -37.85 -15.80 57.99 15.00 

194 ILE N -37.83 -18.01 58.33 15.00 
194 ILE CA -38.06 -18.34 56.94 15.00 
194 ILE CB -36.77 -18.17 56.07 15.00 
194 ILE CG2 -35.64 -19.02 56.60 15.00 
194 ILE CGI -37.07 -18.54 54.62 15.00 
194 ILE CD1 -35.87 -18.54 53.71 15.00 
194 ILE C -38.59 -19.77 56.84 15.00 

194 ILE O -38.12 -20.68 57.53 15.00 

195 LEU N -39.65 -19.93 56.06 15.00 
195 LEU CA -40.27 -21.23 55.84 15.00 
195 LEU CB -41.76 -21.08 55.61 15.00 
195 LEU CG -42.62 -21.03 56.88 15.00 
195 LEU CD1 -41.90 -20.32 58.01 15.00 
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195 LEU CD2 -43.94 -20.37 56.58 15.00 

195 LEO C -39.61 -21.79 54.60 15.00 

195 LEU O -39.53 -21.13 53.57 15.00 

196 MET N -39.08 -23.00 54.71 15.00 
196 MET CA -38.42 -23.63 53.58 15.00 
196 MET CB -36.96 -23.90 53.93 15.00 
196 MET CG -36.13 -22.63 54.11 15.00 
196 MET SD -34.43 -22.96 54.57 15.00 
196 MET CE -33.85 -23.77 53.09 15.00 
196 MET C -39.17 -24.90 53.20 15.00 

196 MET O -39.74 -25.58 54.05 15.00 

197 ALA N -39.23 -25.22 51.91 15.00 
197 ALA CA -39.93 -26.41 51.45 15.00 
197 ALA CB -39.79 -26.55 49.94 15.00 
197 ALA C -39.51 -27.70 52.15 15.00 

197 ALA 0 -38.32 -27.92 52.41 15.00 

198 ARG N -40.50 -28.53 52.47 15.00 
198 ARG CA -40.29 -29.81 53.12 15.00 
198 ARG CB -40.95 -29.84 54.50 15.00 
198 ARG CG -40.91 -31.22 55.15 15.00 
198 ARG CD -41.22 -31.19 56.63 15.00 
198 ARG NE -42.59 -30.84 56.98 15.00 
198 ARG CZ -43.60 -31.70 56.98 15.00 
198 ARG NH1 -43.40 -32.96 56.63 15.00 
198 ARG NH2 -44.79 -31.32 57.43 15.00 
198 ARG C -40.86 -30.94 52.27 15.00 

198 ARG O -42.03 -30.91 51.88 15.00 

199 ASN N -40.00 -31.90 51.96 15.00 
199 ASN CA -40.33 -33.08 51.17 15.00 
199 ASN CB -41.68 -33.69 51.58 15.00 
199 ASN CG -41.66 -34.26 53.00 15.00 
199 ASN OD1 -42.63 -34.12 53.74 15.00 
199 ASN ND2 -40.55 -34.91 53.38 15.00 
199 ASN C -40.22 -32.89 49.66 15.00 

199 ASN O -40.46 -33.83 48.89 15.00 

200 LYS N -39.80 -31.71 49.23 15.00 
200 LYS CA -39.60 -31.45 47.81 15.00 
200 LYS CB -39.83 -29.98 47.45 15.00 
200 LYS CG -41.27 -29.52 47.67 15.00 
200 LYS CD -41.61 -28.27 46.88 15.00 
200 LYS CE -43.08 -27.86 47.07 15.00 
200 LYS NZ -43.51 -26.73 46.16 15.00 
200 LYS C -38.15 -31.86 47.56 15.00 
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200 LYS O -37.29 -31.02 47.31 15.00 

201 ASN N -37.90 -33.15 47.74 15.00 
201 ASN CA -36.58 -33.74 47.55 15.00 
201 ASN CB -36.23 -33.86 46.06 15.00 
201 ASN CG -37.27 -34.62 45.25 15.00 
201 ASN OD1 -37.46 -34.34 44.06 15.00 
201 ASN ND2 -37.96 -35.58 45.88 15.00 
201 ASN C -35.48 -32.95 48.24 15.00 

201 ASN 0 -34.88 -32.07 47.64 15.00 

202 ASN N -35.27 -33.23 49.53 15.00 
202 ASN CA -34.21 -32.62 50.34 15.00 
202 ASN CB -33.01 -33.56 50.33 15.00 
202 ASN CG -31.96 -33.20 51.34 15.00 
202 ASN OD1 -32.27 -32.76 52.45 15.00 
202 ASN ND2 -30.71 -33.41 50.98 15.00 
202 ASN C -33.81 -31.18 49.94 15.00 

202 ASN O -32.63 -30.88 49.70 15.00 

203 ALA N -34.78-30.29 49.91 15.00 
203 ALA H -35.58 -30.58 50.39 15.00 
203 ALA CA -34.60 -28.89 49.49 15.00 
203 ALA CB -35.83 -28.06 49.83 15.00 
203 ALA C -33.41 -28.27 50.25 15.00 

203 ALA O -33.31 -28.25 51.47 15.00 

204 CYS N -32.47 -27.71 49.46 15.00 
204 CYS CA -31.31 -27.02 50.02 15.00 
204 CYS C -30.43 -27.87 50.92 15.00 
204 CYS O -29.53 -27.34 51.59 15.00 
204 CYS CB -31.78 -25.79 50.79 15.00 

204 CYS SG -32.67 -24.58 49.75 15.00 

205 GLY N -30.64 -29.19 50.92 15.00 
205 GLY CA -29.86 -30.06 51.76 15.00 
205 GLY C -30.07 -29.75 53.23 15.00 

205 GLY O -29.14 -29.81 54.04 15.00 

206 ILE N -31.29 -29.37 53.59 15.00 
206 ILE CA -31.60 -29.06 54.98 15.00 
206 ILE CB -33.08 -28.64 55.16 15.00 
206 ILE CG2 -34.01 -29.71 54.60 15.00 
206 ILE CGI -33.38 -28.40 56.63 15.00 
206 ILE CD1 -34.65 -27.65 56.89 15.00 
206 ILE C -31.30 -30.24 55.91 15.00 

206 ILE O -30.92 -30.05 57.07 15.00 

207 ALA N -31.42 -31.46 55.39 15.00 
207 ALA CA -31.16 -32.64 56.19 15.00 



TABLE m 



207 ALA CB 


-32.30 


207 ALA C 


-29.82 


207 ALA 0 


-29.71 


208 ASN N 


-28.75 


208 ASN CA 


-27.44 


208 ASN CB 


-26.91 


208 ASN CG 


-27.50 


208 ASN OD1 


-28.69 


208 ASN ND2 


-26.68 


208 ASN C 


-26.38 


208 ASN 0 


-25.30 


209 LEU N 


-26.65 


209 LEU CA 


-25.71 


209 LEU CB 


-24.78 


209 LEU CG 


-23.44 


209 LEU CD1 


-22.65 


209 LEU CD2 


-22.65 


209 LEU C 


-26.52 


209 LEU 0 


-26.24 


210 ALA N 


-27.55 


210 ALA H 


-27.87 


210 ALA CA 


-28.41 


210 ALA CB 


-29.82 


210 ALA C 


-27.84 


210 ALA O 


-27.12 


211 SER N 


-28.10 


211 SER CA 


-27.62 


211 SER CB 


-26.11 


211 SER OG 


-25.80 


211 SER C 


-28.35 


211 SER 0 


-28.97 


212 PHE N 


-28.31 


212 PHE CA 


-28.95 


212 PHE CB 


-30.43 


212 PHE CG 


-30.66 


212 PHE GDI 


-31.05 


212 PHE CD2 


-30.55 


212 PHE CE1 


-31.34 


212 PHE CE2 


-30.83 


212 PHE CZ 


-31.23 


212 PHE C 


-28.14 


212 PHE 0 


-27.50 


213 PRO N 


-28.02 



-33.64 56.03 15.00 

-33.31 55.92 15.00 

-34.52 55.99 15.00 

-32.54 55.69 15.00 

-33.14 55.41 15.00 

-32.66 54.07 15.00 

-33.42 52.92 15.00 

-33.32 52.66 15.00 

-34.22 52.24 15.00 

-32.91 56.46 15.00 

-33.49 56.40 15.00 

-32.01 57.40 15.00 

-31.72 58.47 15.00 

-30.58 58.07 15.00 

-30.57 58.80 15.00 

-31.81 58.41 15.00 

-29.33 58.46 15.00 

-31.34 59.69 15.00 

-30.34 60.34 15.00 

-32.13 59.94 15.00 

-32.61 59.15 15.00 

-31.91 61.10 15.00 

-32.45 60.85 15.00 

-32.66 62.31 15.00 

-33.64 62.12 15.00 

-32.14 63.49 15.00 

-32.76 64.72 15.00 

-32.53 64.90 15.00 

-31.16 65.02 15.00 

-32.12 65.88 15.00 

-31.08 65.73 15.00 

-32.77 67.03 15.00 

-32.21 68.21 15.00 

-32.63 68.32 15.00 

-34.13 68.43 15.00 

-34.86 67.32 15.00 

-34.79 69.67 15.00 

-36.23 67.44 15.00 

-36.15 69.79 15.00 

-36.86 68.67 15.00 

-32.62 69.42 15.00 

-33.67 69.42 15.00 

-31.73 70.40 15.00 
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213 PRO CD -28.49 -30.34 70.46 15.00 

213 PRO CA -27.25 -32.08 71.59 15.00 

213 PRO CB -26.99 -30.73 72.23 15.00 

213 PRO CG -28.24 -29.98 71.91 15.00 

213 PRO C -28.08 -32.96 72.51 15.00 

213 PRO O -29.31 -32.92 72.48 15.00 

214 LYS N -27.43 -33.79 73.30 15.00 
214 LYS CA -28.14 -34.63 74.23 15.00 
214 LYS CB -27.49 -36.02 74.28 15.00 
214 LYS CG -28.32 -37.14 73.61 15.00 
214 LYS CD -27.43 -38.10 72.81 15 00 
214 LYS CE -26.30 -38.66 73.65 15.00 
214 LYS NZ -25.35 -39.45 72.81 15 00 
214 LYS C -28.02 -33.93 75.57 15.00 

214 LYS O -26.95 -33.45 75.91 15.00 

215 MET N -29.11 -33.79 76.30 15.00 
215 MET CA -29.01 -33.15 77.60 15.00 
215 MET CB -29.60 -31.73 77.56 15.00 
215 MET CG -28.77 -30.73 78.36 15.00 
215 MET SD -29.41 -29.06 78.37 15.00 
215 MET CE -30.41 -29.07 79.82 15.00 
215 MET C -29.66 -33.98 78.71 15.00 
215 MET OT1 -30.59 -34.77 78.41 15.00 

215 MET OT2 -29.20 -33.85 79.87 15.00 

216 HOH OH2 -28.05 -18.06 84.86 15.00 

217 HOH OH2 -23.19 -33.36 81.36 15.00 

218 HOH OH2 -31.64 -15.80 65.41 15.00 

219 HOH OH2 -30.17 -19.91 64.18 15.00 

220 HOH OH2 -13.36 -11.60 62.86 15.00 

221 HOH OH2 -9.95 -9.46 71.42 15.00 

222 HOH OH2 -34.59 -22.68 70.30 15.00 

223 HOH OH2 -17.52 -33.99 64.33 15.00 

224 HOH OH2 -15.72 -11.02 61.35 15.00 

225 HOH OH2 -24.41 -30.51 62.51 15.00 

226 HOH OH2 -10.27 -5.38 68.19 15.00 

227 HOH OH2 -11.06 -16.84 67.70 15.00 

228 HOH OH2 -44.88 -30.73 49.92 15.00 

229 HOH OH2 -44.59 -36.65 56.24 15.00 

230 HOH OH2 -37.78 -15.40 68.33 15.00 

231 HOH OH2 -38.40 -35.66 51.51 15.00 

232 HOH OH2 -18.90 -36.86 61.93 15.00 

233 HOH OH2 -41.75 -34.32 46.57 15.00 

234 HOH OH2 -28.01 -19.38 62.11 15.00 
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235 HOH OH2 

236 HOH OH2 

237 HOH OH2 

238 HOH OH2 

239 HOH OH2 

240 HOH OH2 

241 HOH OH2 

242 HOH OH2 

243 HOH OH2 

244 HOH OH2 

245 HOH OH2 

246 HOH OH2 

247 HOH OH2 

248 HOH OH2 

249 HOH OH2 

250 HOH OH2 

251 HOH OH2 

252 HOH OH2 

253 HOH OH2 

254 HOH OH2 

255 HOH OH2 

256 HOH OH2 

257 HOH OH2 

258 HOH OH2 

259 HOH OH2 

260 HOH OH2 

261 HOH OH2 

262 HOH OH2 

263 HOH OH2 

264 HOH OH2 

265 HOH OH2 

266 HOH OH2 

267 HOH OH2 

268 HOH OH2 

269 HOH OH2 

270 HOH OH2 

271 HOH OH2 

272 HOH OH2 

273 HOH OH2 

274 HOH OH2 

275 HOH OH2 

276 HOH OH2 

277 HOH OH2 



TABLE 

-21.94 -29.60 

-26.15 -8.89 

-29.39 -20.71 

-30.20 -22.42 

-40.59 -13.37 

-36.04 -24.57 

-46.35 -34.82 

-24.71 -3.06 



-44.08 


-16.56 


-25.57 


-5.90 


-33.44 


-27.60 


-47.48 


-27.33 


-14.60 


-14.01 


-7.93 


-18.05 


-7.49 


-16.70 


-26.27 


-35.42 


-35.15 


-10.72 


-33.62 


-27.20 


-40.60 


-16.73 


-41.25 


-34.55 


-40.71 


-18.20 


-32.67 


-13.41 


-39.61 


-9.04 


-31.33 


-8.54 


-31.41 


-5.90 


-19.54 


-8.02 


-33.59 


-19.88 


-32.78 


-42.12 


-13.22 


-22.75 


-8.15 


-22.46 


-9.06 


-29.93 


-20.77 


-33.56 


-24.27 


-45.12 


-11.63 


-32.82 


-11.87 


-26.78 


-19.16 


-34.47 


-22.14 


-37.69 


-34.50 


-24.81 


-6.96 


-12.16 


-7.05 


-22.45 


-16.95 


-20.23 


-29.20 


-20.58 


-25.90 


-22.48 



62.55 15.00 

74.53 15.00 

79.14 15.00 

84.30 15.00 

49.72 15.00 

49.50 15.00 

56.72 15.00 
61.99 15.00 
65.62 15.00 
65.10 15.00 
71.31" 15.00 
77.05 15.00 
81.32 15.00 
73.48 15.00 

75.98 15.00 

59.26 15.00 

53.73 15.00 
46.10 15.00 
45.07 15.00 
55.94 15.00 
72.64 15.00 
60.76 15.00 
58.76 15.00 

65.90 15.00 

63.60 15.00 
63.36 15.00 
70.38 15.00 
66.81 15.00 

77.99 15.00 

73.27 15.00 
75.92 15.00 
62.36 15.00 
64.98 15.00 
70.13 15.00 
72.10 15.00 
79.41 15.00 
70.75 15.00 
88.02 15.00 

66.61 15.00 
69.94 15.00 

55.91 15.00 
48.90 15.00 
45.16 15.00 



7M 
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278 HOH OH2 -35.36 

279 HOH OH2 -20.12 

280 HOH OH2 -38.87 

281 HOH OH2 -38.13 



TABLE IE 

-37.73 52.91 15.00 

-27.71 43.74 15.00 

-31.38 41.99 15.00 

-30.43 51.07 15.00 



no 
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6 


ASP 


CA 


-43.81 


6 


ASP 


CB 


-44.76 


6 


ASP 


CG 


-44.06 


6 


ASP 


OD1 


-42.88 


6 


ASP 


OD2 


-44.73 


6 


ASP 


C 


-43.41 


6 


ASP 


0 


-44.26 


7 


TYR 


N 


-42.12 


7 


TYR 


CA 


-41.60 


7 


TYR 


CB 


-40.20 


7 


TYR 


CG 


-40.23 


7 


TYR 


CD1 


-40.62 


7 


TYR 


CE1 


-40.66 


7 


TYR 


CD2 


-39.89 


7 


TYR 


CE2 


-39.94 


7 


TYR 


CZ 


-40.32 


7 


TYR 


OH 


-40.40 


7 


TYR 


C 


-41.64 


7 


TYR 


0 


-41.52 


8 


ARG 


N 


-41.85 


8 


ARG 


CA 


-41.91 


8 


ARG 


CB 


-42.07 


8 


ARG 


CG 


-40.84 


8 


ARG 


CD 


-41.01 


8 


ARG 


NE 


-41.97 


8 


ARG 


CZ 


-42.43 


8 


ARG 


NH1 


-42.03 


8 


ARG 


NH2 


-43.30 


8 


ARG 


C 


-43.09 


8 


ARG 


0 


-42.95 


9 


LYS 


N 


-44.23 


9 


LYS 


CA 


-45.41 


9 


LYS 


CB 


-46.59 


9 


LYS 


CG 


-46.93 


9 


LYS 


CD 


-47.74 


9 


LYS 


CE 


-48.07 


9 


LYS 


NZ 


-48.46 


9 


LYS 


C 


-45.16 


9 


LYS 


0 


-45.70 


10 


LYS 


N 


-44.29 


10 


LYS 


CA 


-43.94 


10 


LYS 


CB 


-43.34 


10 


LYS 


CG 


-44.19 



PCTAJS96/I7512 

TABLE VI 

-24.70 66.29 15.00 

-23.60 65.80 15.00 

-22.25 65.59 15.00 

-22.10 65.94 15.00 

-21.33 65.08 15.00 

-24.48 67.75 15.00 

-24.33 68.63 15.00 

-24.54 68.00 15.00 

-24.37 69.34 15.00 

-24.96 69.42 15.00 

-26.49 69.41 15.00 

-27.20 70.55 15.00 

-28.57 70.55 15.00 

-27.21 68.27 15.00 

-28.60 68.26 15.00 

-29.27 69.41 15.00 

-30.63 69.42 15.00 

-22.94 69.83 15.00 

-22.68 71.03 15.00 

-22.01 68.90 15.00 

-20.58 69.22 15.00 

-19.74 67.95 15.00 

-19.78 67.04 15.00 

-18.96 65.78 15.00 

-19.57 64.86 15.00 

-18.97 63.77 15.00 

-17.75 63.46 15.00 

-19.60 62.98 15.00 

-20.36 70.15 15.00 

-19.71 71.18 15.00 

-20.95 69.82 15.00 

-20.80 70.64 15.00 

-21.48 69.96 15.00 

-20.90 68.60 15.00 

-21.89 67.79 15.00 

-21.38 66.41 15.00 

-22.50 65.49 15.00 

-21.46 71.99 15.00 

-21.01 73.01 15.00 

-22.46 71.99 15.00 

-23.25 73.18 15.00 

-24.60 72.77 15.00 

-25.43 71.81 15.00 
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10 LYS CD 


-45.03 


10 LYS CE 


-46.23 


10 LYS NZ 


-47.28 


10 LYS C 


-42.97 


10 LYS 0 


-42.91 


11 GLY N 


-42.15 


11 GLY CA 


-41.20 


11 GLY C 


-39.83 


11 GLY 0 


-39.00 


12 TYR N 


-39.57 


12 TYR CA 


-38.29 


12 TYR CB 


-38.48 


12 TYR CG 


-39.09 


12 TYR CD1 


-40.24 


12 TYR CE1 


-40.82 


12 TYR CD2 


-38.55 


12 TYR CE2 


-39.13 


12 TYR CZ 


-40.26 


12 TYR OH 


-40.86 


12 TYR C 


-37.31 


12 TYR 0 


-36.15 


13 VAL N 


-37.78 


13 VAL CA 


-36.94 


13 VAL CB 


-37.56 


13 VAL CGI 


-36.60 


13 VAL CG2 


-37.91 


13 VAL C 


-36.75 


13 VAL 0 


-37.70 


14 THR N 


-35.51 


14 THR CA 


-35.21 


14 THR CB 


-33.80 


14 THR OG1 


-32.85 


14 THR CG2 


-33.69 


14 THR C 


-35.31 


14 THR 0 


-35.46 


15 PRO N 


-35.25 


15 PRO CD 


-35.15 


15 PRO CA 


-35.34 


15 PRO CB 


-35.15 


15 PRO CG 


-35.72 


15 PRO C 


-34.26 


15 PRO O 


-33.13 


16 VAL N 


-34.61 



TABLE VI 

-26.48 72.52 15.00 

-25.86 73.25 15.00 

-25.31 72.33 15.00 

-22.59 74.15 15.00 

-22.97 75.32 15.00 

-21.66 73.67 15.00 

-21.02 74.57 15.00 

-21.68 74.55 15.00 

-21.42 75.42 15.00 

-22.49 73.53 15.00 

-23.18 73.39 15.00 

-24.53 72.68 15.00 

-25.67 73.49 15.00 

-25.49 74.27 15.00 

-26.55 74.95 15.00 

-26.95 73.42 15.00 

-28.01 74.09 15.00 

-27.81 74.85 15.00 

-28.88 75.47 15.00 

-22.37 72.55 15.00 

-22.73 72.44 15.00 

-21.29 71.94 15.00 

-20.46 71.07 15.00 

-20.37 69.65 15.00 

-19.70 68.68 15.00 

-21.76 69.16 15.00 

-19.06 71.62 15.00 

-18.41 72.02 15.00 

-18.61 71.66 15.00 

-17.27 72.15 15.00 

-17.21 72.74 15.00 

-17.58 71.74 15.00 

-18.13 73.92 15.00 

-16.23 71.02 15.00 

-16.59 69.85 15.00 

-14.94 71.35 15.00 

-14.35 72.71 15.00 

-13.89 70.34 15.00 

-12.62 71.16 15.00 

-12.99 72.50 15.00 

-14.00 69.25 15.00 

-14.41 69.53 15.00 

-13.62 68.02 15.00 
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16 


VAL 


CA 


-33.69 


16 


VAL 


CB 


-34.39 


16 


VAL 


CGI 


-33.36 


16 


VAL 


CG2 


-35.29 


16 


VAL 


C 


-32.56 


16 


VAL 


0 


-32.79 


17 


LYS 


N 


-31.34 


17 


LYS 


CA 


-30.15 


17 


LYS 


CB 


-29.13 


17 


LYS 


CG 


-29.67 


17 


LYS 


CD 


-30.28 


17 


LYS 


CE 


-30.93 


17 


LYS 


NZ 


-31.68 


17 


LYS 


C 


-29.58 


17 


LYS 


0 


-30.13 


18 


ASN 


N 


-28.48 


18 


ASM 


CA 


-27.82 


18 


ASN 


CB 


-28.02 


18 


ASN 


CG 


-27.42 


18 


ASN 


001 


-26.35 


18 


ASN 


N02 


-28.11 


18 


ASN 


C 


-26.32 


18 


ASN 


0 


-25.67 


19 


GLN 


N 


-25.79 


19 


GLN 


CA 


-24.38 


19 


GLN 


CB 


-24.08 


19 


GLN 


CG 


-24.55 


19 


GLN 


CD 


-24.19 


19 


GLN 


OE1 


-25.06 


19 


GLN 


NE2 


-22.92 


19 


GLN 


C 


-23.43 


19 


GLN 


0 


-22.26 


20 


GLY 


N 


-23.92 


20 


GLY 


CA 


-23.11 


20 


GLY 


C 


-22.23 


20 


GLY 


O 


-22.71 


21 


GLN 


N 


-20.96 


21 


GLN 


CA 


-20.02 


21 


GLN 


CB 


-19.11 


21 


GLN 


CG 


-19.78 


21 


GLN 


CD 


-20.32 


21 


GLN 


OE1 


-19.57 


21 


GLN 


NE2 


-21.62 



TABLE VI 

-13.67 66.89 15.00 

-13.43 65.54 15.00 

-13.27 64.43 15.00 

-14.58 65.20 15.00 

-12.66 67.05 15.00 

-11.47 67.28 15.00 

-13.17 66.92 15.00 

-12.36 67.04 15.00 

-13.09 67.91 15.00 

-13.49 69.27 15.00 

-12.30 69.96 15.00 

-12.65 71.28 15.00 

-11.47 71.83 15.00 

-12.08 65.65 15.00 

-12.52 64.64 15.00 

-11.33 65.60 15.00 

-10.98 64.34 15.00 

-9.49 64.05 15.00 

-9.05 62.72 15.00 

-9.49 62.32 15.00 

-8.15 62.03 15.00 

-11.27 64.49 15.00 

-10.71 65.37 15.00 

-12.14 63.63 15.00 

-12.49 63.68 15.00 

-13.76 62.87 15.00 

-13.74 61.41 15.00 

-15.02 60.65 15.00 

-15.85 60.37 15.00 

-15.16 60.28 15.00 

-11.34 63.29 15.00 

-11.34 63.67 15.00 

-10.39 62.50 15.00 

-9.25 62.11 15.00 

-9.49 60.91 15.00 

-9.92 59.87 15.00 

-9.14 61.02 15.00 

-9.34 59.92 15.00 

-8.11 59.75 15.00 

-6.87 59.13 15.00 

-7.11 57.72 15.00 

-7.44 56.79 15.00 

-6.95 57.55 15.00 
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21 GLN C 


-19.18 


21 GLN 0 


-18.39 


22 CYS N 


-19.34 


22 CYS CA 


-18.63 


22 CYS C 


-19.40 


22 CYS 0 


-20.64 


22 CYS CB 


-18.52 


22 CYS SG 


-17.94 


23 GLY N 


-18.68 


23 GLY CA 


-19.32 


23 GLY C 


-19.52 


23 GLY 0 


-19.06 


24 SER N 


-20.24 


24 SER CA 


-20.52 


24 SER CB 


-20.42 


24 SER OG 


-21.27 


24 SER C 


-21.92 


24 SER 0 


-22.54 


25 CYS N 


-22.40 


25 CYS CA 


-23.72 


25 CYS CB 


-24.08 


25 CYS SG 


-23.06 


25 CYS C 


-23.81 


25 CYS 0 


-24.90 


25 INH CI 


-27.01 


25 INH C2 


-26.33 


25 INH C3 


-25.12 


25 INH C4 


-24.57 


25 INH C5 


-25.26 


25 INH C6 


-26.47 


25 INH C7 


-23.25 


25 INH 08 


-23.16 


25 INH C9 


-22.82 


25 INH CIO 


-22.10 


25 INH Cll 


-23.03 


25 INH C12 


-22.32 


25 INH C13 


-21.85 


25 INH C14 


-23.54 


25 INH 015 


-24.49 


25 INH N16 


-22.71 


25 INH N17 


-22.76 


25 INH C18 


-23.27 


25 INH C19 


-22.05 



TABLE VI 

-10.59 60.17 15.00 

-11.01 59.33 15.00 

-11.17 61.36 15.00 

-12.38 61.75 15.00 

-13.60 61.22 15.00 

-13.58 61.15 15.00 

-12.41 63.27 15.00 

-13.95 64.05 15.00 

-14.63 60.78 15.00 

-15.82 60.25 15.00 

-16.87 61.32 15.00 

-18.00 61.18 15.00 

-16.49 62.37 15.00 

-17.34 63.52 15.00 

-16.49 64.77 15.00 

-15.36 64.65 15.00 

-17.95 63.44 15.00 

-18.24 64.47 15.00 

-18.17 62.23 15.00 

-18.75 62.04 15.00 

-18.74 60.55 15.00 

-19.79 59.52 15.00 

-20.15 62.66 15.00 

-20.59 63.05 15.00 

-9.79 58.47 15.00 

-10.46 59.49 15.00 

-11.10 59.22 15.00 

-11.08 57.94 15.00 

-10.40 56.92 15.00 

-9.76 57.18 15.00 

-11.75 57.65 15.00 

-13.18 57.51 15.00 

-13.83 56.29 15.00 

-13.30 55.22 15.00 

-15.93 55.08 15.00 

-15.39 54.01 15.00 

-14.07 54.07 15.00 

-17.29 55.29 15.00 

-17.82 54.70 15.00 

-17.77 56.29 15.00 

-19.07 56.92 15.00 

-15.13 56.20 15.00 

-19.01 58.26 15.00 
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TABLE VI 



25 


INH 


02 0 


-21.78 


-17 


.83 


58.57 


15 


.00 


25 


INH 


C21 


-21.27 


-30 


.33 


52.84 


15 


.00 


25 


INH 


C22 


-20.95 


-30 


.49 


54.19 


15 


.00 


25 


INH 


C23 


-20.34 


-29 


.44 


54.89 


15 


.00 


25 


INH 


C24 


-20.03 


-28 


.23 


54.25 


15 


.00 


25 


INH 


C25 


-20.35 


-28 


.09 


52.90 


15 


.00 


25 


INH 


C26 


-20.96 


-29 


.12 


52.19 


15. 


.00 


25 


INH 


C27 


-19.35 


-27 


.11 


55.01 


15. 


.00 


25 


INH 


028 


-20.01 


-25 


.85 


55.20 


15. 


.00 


25 


INH 


C29 


-20.09 


-25. 


.30 


56.50 


15. 


.00 


25 


INH 


03 0 


-19.34 


-25. 


.70 


57.40 


15. 


.00 


25 


INH 


C31 


-21.28 


-23. 


.64 


57.93 


15. 


.00 


25 


INH 


C32 


-21.14 


-24. 


.56 


59.14 


15. 


.00 


25 


INH 


C33 


-22.16 


-25. 


.68 


59.35 


15. 


00 


25 


INH 


C34 


-23.25 


-25. 


.62 


58.28 


15. 


00 


25 


INH 


C35 


-21.45 


-27. 


.01 


59.33 


15. 


00 


25 


INH 


C36 


-20.52 


-22. 


.34 


58.22 


15. 


00 


25 


INH 


037 


-19.37 


-22. 


.35 


58.66 


15. 


00 


25 


INH 


N38 


-21.23 


-21. 


24 


57.98 


15. 


00 


25 


INH 


N39 


-20.81 


-19. 


86 


58.17 


15. 


00 


25 


INH 


N40 


-21.01 


-24. 


34 


56.66 


15. 


00 


26 


TOP 


N 


-22.67 


-20. 


83 


62.82 


15. 


00 


26 


TOP 


CA 


-22. 6S 


-22. 


16 


63.44 


15. 


00 


26 


TOP 


CB 


-21.35 


-22. 


91 


63.12 


15. 


00 


26 


TOP 


CG 


-20.11 


-22. 


22 


63.59 


15. 


00 


26 


TOP 


CD2 


-19.48 


-22. 


37 


64.87 


15. 


00 


26 


TOP 


CE2 


-18.42 


-21. 


44 


64.92 


15. 


00 


26 


TOP 


CE3 


-19.71 


-23. 


18 


65.98 


15. 


00 


26 


TOP 


CD1 


-19.41 


-21. 


27 


62.93 


15. 


00 


26 


TOP 


NE1 


-18.40 


-20. 


78 


63.72 


15. 


00 


26 


TOP 


CZ2 


-17.59 


-21. 


30 


66.03 


15. 


00 


26 


TOP 


CZ3 


-18.88 


-23. 


05 


67.10 


15. 


00 


26 


TOP 


CH2 


-17.84 


-22. 


11 


67.11 


15. 


00 


26 


TOP 


C 


-22.85 


-22. 


06 


64.96 


15. 


00 


26 


TOP 


0 


-23.57 


-22. 


86 


65.55 


15. 


00 


27 


ALA 


N 


-22.24 


-21. 


04 


65.57 


15. 


00 


27 


ALA 


CA 


-22.33 


-20. 


83 


67.01 


15. 


00 


27 


ALA 


CB 


-21.35 


-19. 


78 


67.46 


15. 


00 


27 


ALA 


C 


-23.74 


-20. 


47 


67.45 


15. 


00 


27 


ALA 


0 


-24.21 


-20. 


91 


68.50 


15. 


00 


28 


PHE 


N 


-24.42 


-19. 


66 


66.66 


15. 


00 


28 


PHE 


CA 


-25.79 


-19. 


27 


66.96 


15. 


00 


28 


PHE 


CB 


-26.23 


-18. 


10 


66.07 


15. 


00 
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TABLE VI 

28 PHE CG -25.67 -16.77 66.49 15.00 

28 PHE CD1 -24.46 -16.32 65.99 15.00 

28 PHE CD2 -26.35 -15.98 67.42 15.00 

28 PHE CE1 -23.92 -15.11 66.41 15.00 

28 PHE CE2 -25.81 -14.78 67.84 15.00 

28 PHE CZ -24.60 -14.35 67.34 15.00 

28 PHE C -26.74 -20.47 66.82 15.00 

28 PHE 0 -27.62 -20.68 67.66 15.00 

29 SER N -26.56 -21.25 65.78 15.00 
29 SER CA -27.40 -22.41 65.55 15.00 
29 SER CB -27.05 -23.08 64.23 15.00 
29 SER OG -27.68 -24.35 64.15 15.00 
29 SER C -27.28 -23.44 66.66 15.00 

29 SER O -28.27 -24.06 67.03 15.00 

30 SER N -26.06 -23.65 67.16 15.00 
30 SER CA -25.79 -24.61 68.22 15.00 
30 SER CB -24.29 -24.72 68.44 15.00 
30 SER OG -23.64 -25.04 67.22 15.00 
30 SER C -26.44 -24.15 69.51 15.00 

30 SER O -27.07 -24.93 70.25 15.00 

31 VAL N -26.25 -22.87 69.80 15.00 
31 VAL CA -26.81 -22.23 70.98 15.00 
31 VAL CB -26.39 -20.75 71.00 15.00 
31 VAL CGI -27.52 -19.85 71.44 15.00 
31 VAL CG2 -25.18 -20.58 71.92 15.00 
31 VAL C -28.32 -22.41 70.92 15.00 

31 VAL O -28.95 -22.72 71.94 15.00 

32 GLY N -28.89 -22.27 69.73 15.00 
32 GLY CA -30.32 -22.44 69.56 15.00 
32 GLY C -30.76 -23.83 69.97 15.00 

32 GLY O -31.77 -24.00 70.65 15.00 

33 ALA N -30.00 -24.83 69.55 15.00 
33 ALA CA -30.28 -26.21 69.89 15.00 
33 ALA CB -29.29 -27.14 69.22 15.00 
33 ALA C -30.20 -26.34 71.42 15.00 

33 ALA O -31.19 -26.70 72.06 15.00 

34 LEU N -29.06 -25.98 71.99 15.00 
34 LEU CA -28.87 -26.06 73.44 15.00 
34 LEU CB -27.55 -25.42 73.85 15.00 
34 LEU CG -26.25 -26.10 73.41 15.00 
34 LEU CD1 -25.07 -25.21 73.74 15.00 
34 LEU CD2 -26.11 -27.45 74.08 15.00 
34 LEU C -30.02 -25.41 74.21 15.00 



lit 
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34 


LEU 


0 


-30.59 


35 


GLU 


N 


-30.39 


35 


GLU 


CA 


-31.46 


35 


GLU 


CB 


-31.63 


35 


GLU 


CG 


-30.41 


35 


GLU 


CD 


-30.58 


35 


GLU 


OE1 


-31.46 


35 


GLU 


OE2 


-29.83 


35 


GLU 


C 


-32.79 


35 


GLU 


0 


-33.51 


36 


GLY 


N 


-33.11 


36 


GLY 


CA 


-34.35 


36 


GLY 


C 


-34.42 


36 


GLY 


0 


-35.48 


37 


GLN 


N 


-33.28 


37 


GLN 


CA 


-33.21 


37 


GLN 


CB 


-31.94 


37 


GLN 


CG 


-32.00 


37 


GLN 


CD 


-33.19 


37 


GLN 


OE1 


-33.32 


37 


GLN 


NE2 


-34.07 


37 


GLN 


C 


-33.28 


37 


GLN 


0 


-33.94 


38 


LEU 


N 


-32.64 


38 


LEU 


CA 


-32.62 


38 


LEU 


CB 


-31.77 


38 


LEU 


CG 


-31.54 


38 


LEU 


CD1 


-30.73 


38 


LEU 


CD2 


-30.82 


38 


LEU 


C 


-34.04 


38 


LEU 


0 


-34.31 


39 


LYS 


N 


-34.94 


39 


LYS 


CA 


-36.32 


39 


LYS 


CB 


-37.04 


39 


LYS 


CG 


-38.53 


39 


LYS 


CD 


-38.85 


39 


LYS 


CE 


-40.35 


39 


LYS 


NZ 


-40.71 


39 


LYS 


C 


-36.98 


39 


LYS 


0 


-37.63 


40 


LYS 


N 


-36.73 


40 


LYS 


CA 


-37.28 


40 


LYS 


CB 


-36.61 



TABLE VI 

-26.01 75.13 15.00 

-24.20 73.80 15.00 

-23.44 74.44 15.00 

-22.08 73.77 15.00 

-21.18 73.87 15.00 

-19.86 73.15 15.00 

-19.76 72.27 15.00 

-18.92 73.46 15.00 

-24.17 74.42 15.00 

-24.18 75.42 15.00 

-24.77 73.27 15.00 

-25.52 73.13 15.00 

-26.67 74.11 15.00 

-26.98 74.65 15.00 

-27.30 74.37 15.00 

-28.42 75.29 15.00 

-29.22 75.05 15.00 

-30.06 73.80 15.00 

-31.00 73.80 15.00 

-31.84 74.69 15.00 

-30.83 72.84 15.00 

-27.96 76.74 15.00 

-28.58 77.58 15.00 

-26.83 77.01 15.00 

-26.25 78.35 15.00 

-24.98 78.37 15.00 

-24.37 79.75 15.00 

-25.34 80.61 15.00 

-23.05 79.63 15.00 

-25.95 78.83 15.00 

-25.95 80.02 15.00 

-25.65 77.90 15.00 

-25.38 78.26 15.00 

-24.66 77.12 15.00 

-24.45 77.32 15.00 

-23.47 78.43 15.00 

-23.46 78.70 15.00 

-22.74 79.94 15.00 

-26.72 78.54 15.00 

-26.90 79.57 15.00 

-27.68 77.65 15.00 

-29.03 77.72 15.00 

-29.90 76.66 15.00 
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TABLE VI 

40 LYS CG -37.25 -31.25 76.41 15.00 

40 LYS CD -38.51 -31.10 75.61 15.00 

40 LYS CE -39.15 -32.44 75.34 15.00 

40 LYS NZ -38.32 -33.29 74.44 15.00 

40 LYS C -37.07 -29.66 79.08 15.00 

40 LYS 0 -37.99 -30.28 79.63 15.00 

41 LYS N -35.87 -29.50 79.64 15.00 
41 LYS CA -35.54 -30.10 80.93 15.00 
41 LYS CB -34.07 -30.55 80.94 15.00 
41 LYS CG -33.59 -31.28 79.68 15.00 
41 LYS CD -34.50 -32.44 79.28 15.00 
41 LYS CE -34.05 -33.08 77.96 15.00 
41 LYS NZ -35.06 -34.05 77.42 15.00 
41 LYS C -35.79 -29.20 82.14 15.00 

41 LYS O -36.48 -29.59 83.09 15.00 

42 THR N -35.20 -28.01 82.11 15.00 
42 THR CA -35.30 -27.03 83.19 15.00 
42 THR CB -34.20 -25.98 82.99 15.00 
42 THR OG1 -32.95 -26.64 82.85 15.00 
42 THR CG2 -34.13 -25.03 84.17 15.00 
42 THR C -36.64 -26.32 83.38 15.00 

42 THR O -36.96 -25.86 84.48 15.00 

43 GLY N -37.43 -26.23 82.31 15.00 
43 GLY CA -38.70 -25.53 82.38 15.00 
43 GLY C -38.52 -24.01 82.29 15.00 

43 GLY O -39.48 -23.25 82.34 15.00 

44 LYS N -37.27 -23.57 82.16 15.00 
44 LYS CA -36.94 -22.15 82.05 15.00 
44 LYS CB -36.25 -21.65 83.33 15.00 
44 LYS CG -37.19 -21.45 84.50 15.00 
44 LYS CD -36.45 -21.05 85.78 15.00 
44 LYS CE -35.71 -22.21 86.39 15.00 
44 LYS NZ -36.62 -23.38 86.62 15.00 
44 LYS C -35.98 -21.98 80.87 15.00 

44 LYS O -35.10 -22.82 80.66 15.00 

45 LEU N -36.17 -20.92 80.10 15.00 
45 LEU CA -35.33 -20.65 78.93 15.00 
45 LEU CB -36.23 -20.21 77.77 15.00 
45 LEU CG -35.64 -20.07 76.38 15.00 
45 LEU CD1 -35.28 -21.42 75.82 15.00 
45 LEU CD2 -36.67 -19.42 75.52 15.00 
45 LEU C -34.33 -19.56 79.25 15.00 
45 LEU O -34.59 -18.70 80.09 15.00 
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46 


LEU 


N 


-33.18 


46 


LEU 


CA 


-32.16 


46 


LEU 


CB 


-31.30 


46 


LEU 


CG 


-30.51 


46 


LEU 


CD1 


-31.46 


46 


LEU 


CD2 


-29.69 


46 


LEU 


C 


-31.27 


46 


LEU 


O 


-31.02 


47 


ASN 


N 


-30.83 


47 


ASH 


CA 


-29.98 


47 


ASN 


CB 


-29.92 


47 


ASN 


CG 


-31.27 


47 


ASN 


OD1 


-31.93 


47 


ASN 


ND2 


-31.71 


47 


ASN 


C 


-28.57 


47 


ASN 


O 


-27.91 


48 


LEU 


N 


-28.10 


48 


LEU 


CA 


-26.75 


48 


LEU 


CB 


-26.70 


48 


LEU 


CG 


-27.60 


48 


LEU 


CD1 


-27.18 


48 


LEU 


CD2 


-27.50 


48 


LEU 


C 


-25.77 


48 


LEU 


O 


-26.14 


49 


SER 


N 


-24.50 


49 


SER 


CA 


-23.47 


49 


SER 


CB 


-22.34 


49 


SER 


OG 


-21.34 


49 


SER 


C 


-22.89 


49 


SER 


O 


-22.29 


50 


PRO 


N 


-23.07 


50 


PRO 


CD 


-24.05 


50 


PRO 


CA 


-22.55 


50 


PRO 


CB 


-23.37 


50 


PRO 


CG 


-24.61 


50 


PRO 


C 


-21.09 


50 


PRO 


O 


-20.29 


51 


GLN 


N 


-20.74 


51 


GLN 


CA 


-19.37 


51 


GLN 


CB 


-19.30 


51 


GLN 


CG 


-17.93 


51 


GLN 


CD 


-17.55 


51 


GLN 


OE1 


-18.39 



TABLE VI 

-19.57 78.58 15.00 

-18.56 78.80 15.00 

-18.93 80.01 15.00 

-17.78 80.61 15.00 

-16.70 81.06 15.00 

-18.27 81.78 15.00 

-18.40 77.56 15.00 

-19.36 76.85 15.00 

-17.17 77.29 15.00 

-16.89 76.13 15.00 

-15.38 75.84 15.00 

-14.80 75.53 15.00 

-14.22 76.41 15-00 

-14.94 74.29 15.00 

-17.36 76.39 15.00 

-16.86 77.30 15.00 

-18.32 75.61 15.00 

-18.84 75.78 15.00 

-20.31 75.39 15.00 

-21.19 76.26 15.00 

-22.64 76.10 15.00 

-20.77 77.73 15.00 

-18.04 74.98 15.00 

-17.34 74.04 15.00 

-18.13 75.34 15.00 

-17.36 74.67 15.00 

-17.06 75.64 15.00 

-16.25 75.03 15.00 

-17.98 73.40 15.00 

-19.06 73.45 15.00 

-17.31 72.24 15.00 

-16.24 72.05 15.00 

-17.77 70.95 15.00 

-16.96 69.95 15.00 

-16.59 70.71 15.00 

-17.37 70.86 15.00 

-18.01 70.19 15.00 

-16.27 71.52 15.00 

-15.78 71.56 15.00 

-14.45 72.33 15.00 

-13.77 72.34 15.00 

-13.17 71.00 15.00 

-12.57 70.31 15.00 
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TABLE VI 

51 GLN NE2 -16.29 -13.29 70.64 15.00 

51 GLN C -18.53 -16.82 72.26 15.00 

51 GLN O -17.45 -17.17 71.80 15.00 

52 ASN N -19.03 -17.33 73.38 15.00 
52 ASN CA -18.30 -18.34 74.14 15.00 
52 ASN CB -19.20 -18.91 75.24 15.00 
52 ASN CG -18.51 -19.98 76.10 15.00 
52 ASN OD1 -19.13 -20.54 76.99 15.00 
52 ASN ND2 -17.23 -20.22 75.86 15.00 
52 ASN C -17.86 -19.45 73.19 15.00 

52 ASN O -16.70 -19.87 73.22 15.00 

53 LEU N -18.76 -19.88 72.32 15.00 
53 LEU CA -18.42 -20.92 71.38 15.00 
53 LEU CB -19.66 -21.39 70.63 15.00 
53 LEU CG -20.68 -22.14 71.49 15.00 
53 LEU CD1 -21.63 -22.88 70.59 15.00 
53 LEU CD2 -19.98 -23.13 72.38 15.00 
53 LEU C -17.35 -20.41 70.42 15.00 

53 LEU O -16.28 -21.02 70.31 15.00 

54 VAL N -17.61 -19.27 69.79 15.00 
54 VAL CA -16.68 -18.63 68.86 15.00 
54 VAL CB -17.16 -17.18 68.52 15.00 
54 VAL CGI -16.02 -16.35 67.96 15.00 
54 VAL CG2 -18.31 -17.21 67.54 15.00 
54 VAL C -15.24 -18.57 69.37 15.00 

54 VAL O -14.31 -18.91 68.66 15.00 

55 ASP N -15.07 -18.14 70.61 15.00 
55 ASP CA -13.75 -18.00 71.21 15.00 
55 ASP CB -13.78 -16.96 72.33 15.00 
55 ASP CG -14.29 -15.61 71.87 15.00 
55 ASP OD1 -14.16 -15.30 70.67 15.00 
55 ASP OD2 -14.79 -14.85 72.72 15.00 
55 ASP C -13.10 -19.26 71.77 15.00 

55 ASP O -11.88 -19.33 71.86 15.00 

56 CYS N -13.89 -20.25 72.17 15.00 
56 CYS CA -13.31-21.45 72.77 15.00 
56 CYS C -13.25 -22.75 71.96 15.00 
56 CYS O -12.44 -23.62 72.27 15.00 
56 CYS CB -13.98 -21.73 74.11 15.00 

56 CYS SG -14.30 -20.24 75.11 15.00 

57 VAL N -14.09 -22.89 70.94 15.00 
57 VAL CA -14.08 -24.13 70.16 15.00 
57 VAL CB -15.43 -24.34 69.42 15.00 
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57 VAL CGI 
57 VAL CG2 
57 VAL C 

57 VAL O 

58 SER N 
58 SER CA 
58 SER CB 
58 SER OG 
58 SER C 

58 SER 0 

59 GLU N 
59 GLU CA 
59 GLU CB 
59 GLU CG 
59 GLU CD 
59 GLU OE1 
59 GLU OE2 
59 GLU C 

59 GLU 0 

60 ASN N 
60 ASN CA 
60 ASN CB 
60 ASN CG 
60 ASN OD1 
60 ASN ND2 
60 ASN C 

60 ASN O 

61 ASP N 
61 ASP CA 
61 ASP CB 
61 ASP CG 
61 ASP OD1 
61 ASP OD2 
61 ASP C 

61 ASP O 

62 GLY N 
62 GLY CA 
62 GLY C 

62 GLY O 

63 CYS N 
63 CYS CA 
63 CYS C 
63 CYS O 



TABLE 

-15.47 -25.73 

-16.59 -24.17 

-12.91 -24.19 

-13.08 -24.04 

-11.71 -24.46 

-10.50 -24.55 

-9.34 -25.09 

-9.08 -24.27 

-10.61 -25.37 

-9.84 -25.18 

-11.57 -26.29 

-11.71 -27.13 

-12.49 -28.41 

-11.81 -29.30 

-11.90 -28.75 

-12.96 -28.18 

-10.92 -28.91 

-12.39 -26.41 

-12.46 -26.91 

-12.93 -25.24 

-13.61 -24.41 

•14.99 -24.01 

•15.97 -25.16 

•17.03 -25.09 

•15.62 -26.23 

•12.75 -23.19 

•11.79 -22.94 

•13.12 -22.41 

■12.36 -21.23 

•12.21 -21.20 

■10.99 -20.43 

10.38 -19.70 
10.63 -20.55 
12.92 -19.89 
12.71 -18.86 
13.61 -19.89 

14.16 -18.66 
15.11 -17.97 

16.17 -18.50 
14.73 -16.79 
15.56 -16.06 

15.39 -16.55 
16.01 -16.03 



68.80 15.00 

70.38 15.00 

69.18 15.00 

67.98 15.00 

69.70 15.00 

68.89 15.00 

69.72 15.00 
70.85 15.00 

67.62 15.00 

66.70 15.00 
67.56 15.00 

66.38 15.00 

66.73 15.00 

67.75 15.00 
69.16 15.00 

69.51 15.00 
69.91 15.00 

65.23 15.00 
64.11 15.00 
65.53 15.00 
64.53 15.00 
65.03 15.00 
65.02 15.00 

65.63 15.00 
64.31 15.00 
64.27 15.00 
64.98 15.00 
63.25 15.00 
62.88 15.00 
61.35 15.00 

60.90 15.00 

61.71 15.00 
59.71 15.00 

63.39 15.00 

62.76 15.00 

64.52 15.00 
65.06 15.00 
64.10 15.00 
63.79 15.00 
63.62 15.00 
62.67 15.00 

61.24 15.00 
60.31 15.00 



o4 ! 
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63 CYS CB 

63 CYS SG 

64 GLY N 
64 GLY CA 
64 GLY C 

64 GLY 0 

65 GLY N 
65 GLY CA 
65 GLY C 

65 GLY O 

66 GLY N 
66 GLY CA 
66 GLY C 

66 GLY O 

67 TYR N 
67 TYR CA 
67 TYR CB 
67 TYR CG 
67 TYR CD1 
67 TYR CE1 
67 TYR CD2 
67 TYR CE2 
67 TYR CZ 
67 TYR OH 
67 TYR C 

67 TYR O 

68 MET N 
68 MET CA 
68 MET CB 
68 MET CG 
68 MET SD 
68 MET CE 
68 MET C 

68 MET O 

69 THR N 
69 THR CA 
69 THR CB 
69 THR OG1 
69 THR CG2 
69 THR C 

69 THR O 

70 ASN N 
70 ASN CA 



-15.28 

-15.94 

-14.52 

-14.28 

-15.24 

-15.42 

-15.85 

-16.79 

-16.54 

-15.56 

-17.42 

-17.29 

-18.50 

-19.48 

-18.43 

-19.53 

-19.02 

-18.35 

-19.08 

-18.46 

-16.98 

-16.36 

-17.10 

-16.46 

-20.23 

-19.59 

-21.52 

-22.31 

-23.81 

-24.46 

-24.10 

-25.07 

-21.86 

-21.76 

-21.54 

-21.10 

-20.78 

-20.01 

-22.06 

-19.88 

-19.77 

-18.97 

-17.77 



TABLE 

-14.56 

-13.72 

-17.54 

-18.09 

-19.23 

-19.63 

-19.77 

-20.86 

-22.03 

-22.04 

-23.02 

-24.19 

-25.10 

-24.76 

-26.25 

-27.20 

-28.60 

-28.77 

-29.16 

-29.38 

-28.59 

-28.81 

-29.20 

-29.41 

-27.22 

-27.04 

-27.51 

-27.57 

-27.69 

-26.48 

-26.27 

-27.56 

-28.72 

-28.56 

-29.86 

-31.02 

-32.22 

-31.77 

-32.86 

-30.71 

-31.19 

-29.89 

-29.52 



62.73 

64.20 

61.06 

59.74 

59.47 

58.32 

60.52 

60.33 

61.25 

62.00 

61.19 

62.03 

61.96 

61.32 

62.62 

62.62 

62.32 

60.99 

59.86 

58.65 

60.86 

59.65 

58.55 

57.35 

63.97 

65.00 

63.96 

65.19 

64.91 

64.23 

62.47 

61.75 

66.09 

67.30 

65.49 

66.26 

65.35 

64.24 

64.85 

67.11 

68.25 

66.59 

67.33 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00. 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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70 


ASN 


CB 


-16 


.79 


70 


ASN 


CG 


-15 


.98 


70 


ASN 


OD1 


-15 


.42 


70 


ASN 


ND2 


-15 


.89 


70 


ASN 


C 


-18 


.11 


70 


ASN 


0 


-17 


.46 


71 


ALA N 


-19 


.12 


71 


ALA 


CA 


-19 


.57 


71 


ALA 


CB 


-20 


.58 


71 


ALA 


C 


-20 


.15 


71 


ALA 


0 


-19 


.80 


72 


PHE 


N 


-21 


.03 


72 


PHE 


CA 


-21 


.64 


72 


PHE 


CB 


-22 


.57 


72 


PHE 


CG 


-23 


.72 


72 


PHE 


CD1 


-24. 


.28 


72 


PHE 


CD2 


-24. 


.24 


72 


PHE 


CE1 


-25. 


.33 


72 


PHE 


CE2 


-25. 


.30 


72 


PHE 


CZ 


-25. 


.84 


72 


PHE 


C 


-20. 


.53 


72 


PHE 


0 


-20. 


.43 


73 


GLN 


N 


-19. 


.67 


73 


GLN 


CA 


-18. 


.56 


73 


GLN 


CB 


-17. 


68 


73 


GLN 


CG 


-16. 


,78 


73 


GLN 


CD 


-17. 


.54 


73 


GLN 


OE1 


-17. 


47 


73 


GLN NE2 


-18. 


21 


73 


GLN 


C 


-17. 


76 


73 


GLN 


0 


-17. 


33 


74 


TYR 


N 


-17. 


62 


74 


TYR 


CA 


-16. 


89 


74 


TYR 


CB 


-16. 


70 


74 


TYR 


CG 


-16. 


35 


74 


TYR 


CD1 


-15. 


09 


74 


TYR 


CE1 


-14. 


77 


74 


TYR 


CD2 


-17. 


30 


74 


TYR 


CE2 


-17. 


00 


74 


TYR 


CZ 


-15. 


73 


74 


TYR 


OH 


-15. 


42 


74 


TYR 


C 


-17. 


58 


74 


TYR 


0 


-16. 


93 



TABLE VI 

-28.76 66.46 15.00 

-29.65 65.58 15.00 

-29.19 64.60 15.00 

-30.93 65.92 15.00 

-28.66 68.55 15.00 

-28.77 69.59 15.00 

-27.80 68.40 15.00 

-26.91 69.47 15.00 

-25.91 68.94 15.00 

-27.71 70.63 15.00 

-27.50 71.78 15.00 

-28.66 70.31 15.00 

-29.51 71.33 15.00 

-30.54 70.69 15.00 

-29.93 69.96 15.00 

-28.73 70.39 15.00 

-30.55 68.84 15.00 

-28.16 69.70 15.00 

-29.98 68.15 15.00 

-28.78 68.58 15.00 

-30.25 72.07 15.00 

-30.18 73.31 15.00 

-30.90 71.31 15.00 

-31.66 71.86 15.00 

-32.20 70.72 15.00 

-33.40 71.09 15.00 

-34.73 71.21 15.00 

-35.58 70.31 15.00 

-34.94 72.35 15.00 

-30.78 72.84 15.00 

-31.25 73.89 15.00 

-29.50 72.53 15.00 

-28.59 73.40 15.00 

-27.22 72.75 15.00 

-26.13 73.74 15.00 

-26.05 74.30 15.00 

-25.07 75.22 15.00 

-25.18 74.12 15.00 

-24.19 75.04 15.00 

-24.14 75.59 15.00 

-23.15 76.51 15.00 

-28.38 74.73 15.00 

-28.39 75.78 15.00 
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75 


VAL 


N 


75 


VAL 


CA 


75 


VAL 


CB 


75 


VAL 


CGI 


75 


VAL 


CG2 


75 


VAL 


C 


75 


VAL 


0 


76 


GLN 


N 


76 


GLN 


CA 


76 


GLN 


CB 


76 


GLN 


CG 


76 


GLN 


CD 


76 


GLN 


OE1 


76 


GLN 


NE2 


76 


GLN 


C 


76 


GLN 


0 


77 


LYS 


N 


77 


LYS 


CA 


77 


LYS 


CB 


77 


LYS 


CG 


77 


LYS 


CD 


77 


LYS 


CE 


77 


LYS 


NZ 


77 


LYS 


C 


77 


LYS 


0 


78 


ASN 


N 


78 


ASN 


CA 


78 


ASN 


CB 


78 


ASN 


CG 


78 


ASN 


OD1 


78 


ASN ND2 


78 


ASN 


C 


78 


ASN 


0 


79 


ARG 


N 


79 


ARG 


CA 


79 


ARG 


CB 


79 


ARG 


CG 


79 


ARG 


CD 


79 


ARG 


NE 


79 


ARG 


CZ 


79 


ARG 


NH1 


79 


ARG 


NH2 


79 


ARG 


C 



TABLE 

-18.88 -28.12 

-19.68 -27.89 

-21.15 -27.58 

-21.95 -27.27 

-21.22 -26.39 

-19.62 -29.10 

-19.60 -28.96 

-19.59 -30.29 

-19.51 -31.51 

-19.75 -32.69 

-19.79 -34.05 

-19.56 -35.13 

-20.03 -35.04 

-18.78 -36.13 

-18.14 -31.60 

-18.03 -31.59 

-17.08 -31.61 

-15.72 -31.70 

-14.70 -31.55 

-13.27 -31.34 

-12.32 -31.10 

-10.89 -30.81 

-10.30 -31.95 

-15.45 -30.64 

-14.81 -30.91 

-15.92 -29.42 

-15.74 -28.29 

-15.98 -27.00 

-15.69 -25.76 

-14.58 -25.59 

-16.67 -24.87 

-16.68 -28.34 

-16.42 -27.72 

-17.79 -29.06 

-18.78 -29.18 

-18.14 -29.76 

-17.67 -31.20 

-16.65 -31.59 

-17.15 -31.38 

-18.16 -32.06 

-18.78 -33.03 

-18.62 -31.70 

-19.45 -27.84 



74.67 15.00 

75.88 15.00 

75.52 15.00 
76.78 15.00 
74.55 15.00 
76.80 15.00 
78.03 15.00 

76.21 15.00 
76.98 15.00 

76.05 15.00 
76.69 15.00 
75.66 15.00 

74.53 15.00 
76.03 15.00 
77.64 15.00 
78.86 15.00 
76.84 15.00 
77.36 15.00 

76.22 15.00 
76.69 15.00 
75.51 15.00 
75.97 15.00 
76.76 15.00 

78.42 15.00 
79.45 15.00 
78.17 15.00 

79.06 15.00 
78.28 15.00 

79.10 15.00 
79.62 15.00 
79.19 15.00 

80.25 15.00 
81.28 15.00 

80.11 15.00 
81.16 15.00 

82.43 15.00 

82.26 15.00 
83.33 15.00 
84.68 15.00 
85.22 15.00 
84.55 15.00 
86.43 15.00 
81.45 15.00 
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79 


ARG 


0 


-19.31 


80 


GLY 


N 


-20.13 


80 


GLY 


CA 


-20.82 


80 


GLY 


C 


-20.62 


80 


GLY 


0 


-19.56 


81 


ILE 


N 


-21.64 


81 


ILE 


CA 


-21.59 


81 


ILE 


CB 


-22.30 


81 


ILE 


CG2 


-23.77 


81 


ILE 


CGI 


-22.10 


81 


ILE 


CD1 


-22.84 


81 


ILE 


C 


-22.24 


81 


ILE 


0 


-23.28 


82 


ASP 


N 


-21.61 


82 


ASP 


CA 


-22.11 


82 


ASP 


CB 


-21.03 


82 


ASP 


CG 


-19.90 


82 


ASP 


OD1 


-18.82 


82 


ASP 


OD2 


-20.09 


82 


ASP 


C 


-23.36 


82 


ASP 


0 


-23.69 


83 


SER 


N 


-24.07 


83 


SER 


CA 


-25.27 


83 


SER 


CB 


-26.09 


83 


SER 


OG 


-25.27 


83 


SER 


C 


-24.75 


83 


SER 


0 


-23.57 


84 


GLU N 


-25.61 


84 


GLU 


CA 


-25.25 


84 


GLU 


CB 


-26.46 


84 


GLU 


CG 


-26.17 


84 


GLU 


CD 


-25.31 


84 


GLU 


OE1 


-24.08 


84 


GLU 


OE2 


-25.87 


84 


GLU 


C 


-24.70 


84 


GLU 


0 


-23.53 


85 


ASP 


N 


-25.51 


85 


ASP 


CA 


-25.09 


85 


ASP 


CB 


-26.13 


85 


ASP 


CG 


-25.66 


85 


ASP 


OD1 


-25.92 


85 


ASP 


OD2 


-25.03 


85 


ASP 


C 


-23.72 



TABLE VI 

-27.30 82.55 15.00 

-27.28 80.45 15.00 

-26.02 80.66 15.00 

-24.91 79.64 15.00 

-24.82 79.00 15.00 

-24.08 79.48 15.00 

-22.95 78.57 15.00 

-23.23 77.22 15.00 

-23.52 77.45 15.00 

-22.05 76.27 15.00 

-22.16 74.96 15.00 

-21.75 79.25 15.00 

-21.89 79.90 15.00 

-20.59 79.11 15.00 

-19.37 79.71 15.00 

-18.29 79.64 15.00 

-18.53 80.58 15.00 

-17.98 80.34 15.00 

-19.26 81.58 15.00 

-18.81 79.09 15.00 

-19.07 77.93 15.00 

-18.02 79.89 15.00 

-17.36 79.44 15.00 

-16.90 80.64 15.00 

-16.23 81.59 15.00 

-16.15 78.66 15.00 

-15.79 78.79 15.00 

-15.54 77.86 15.00 

-14.36 77.07 15.00 

-13.84 76.31 15.00 

-12.64 75.43 15.00 

-12.99 74.24 15.00 

-12.98 74.38 15.00 

-13.29 73.17 15.00 

-13.27 77.99 15.00 

-12.89 77.88 15.00 

-12.82 78.94 15.00 

-11.79 79.87 15.00 

-11.60 80.99 15.00 

-10.63 82.08 15.00 

-10.88 83.29 15.00 

-9.60 81.73 15.00 

-12.09 80.49 15.00 
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TABLE VI 

85 ASP 0 -22.91 -11.18 80.65 15.00 

86 ALA N -23.45 -13.34 80.81 15.00 
86 ALA CA -22.18 -13.67 81.44 15.00 
86 ALA CB -22.25 -15.05 82.03 15.00 
86 ALA C -21.01 -13.56 80.47 15.00 

86 ALA 0 -19.91 -13.17 80.86 15.00 

87 TYR N -21.26 -13.89 79.21 15.00 
87 TYR CA -20.23 -13.85 78.18 15.00 
87 TYR CB -19.77 -15.27 77.87 15.00 
87 TYR CG -18.42 -15.39 77.19 15.00 
87 TYR CD1 -17.96 -14.41 76.30 15.00 
87 TYR CE1 -16.74 -14.56 75.65 15.00 
87 TYR CD2 -17.62 -16.52 77.40 15.00 
87 TYR CE2 -16.40 -16.67 76.76 15.00 
87 TYR CZ -15.96 -15.69 75.88 15.00 
87 TYR OH -14.75 -15.83 75.25 15.00 
87 TYR C -20.93 -13.23 76.97 15.00 

87 TYR O -21.57 -13.94 76.19 15.00 

88 PRO N -20.90 -11.90 76.86 15.00 
88 PRO CD -20.42 -10.97 77.90 15.00 
88 PRO CA -21.52 -11.15 75.78 15.00 
88 PRO CB -21.33 -9.70 76.23 15.00 
88 PRO CG -21.34 -9.81 77.71 15.00 
88 PRO C -20.91 -11.38 74.39 15.00 

88 PRO O -19.74 -11.74 74.25 15.00 

89 TYR N -21.73 -11.12 73.38 15.00 
89 TYR CA -21.35 -11.29 71.99 15.00 
89 TYR CB -22.56 -11.78 71.18 15.00 
89 TYR CG -22.24 -12.15 69.76 15.00 
89 TYR CD1 -21.38 -13.20 69.47 15.00 
89 TYR CE1 -21.06 -13.53 68.17 15.00 
89 TYR CD2 -22.78 -11.44 68.70 15.00 
89 TYR CE2 -22.47 -11.76 67.39 15.00 
89 TYR CZ -21.61 -12.79 67.13 15.00 
89 TYR OH -21.27 -13.08 65.83 15.00 
89 TYR C -20.85 -9.95 71.48 15.00 

89 TYR O -21.52 -8.92 71.64 15.00 

90 VAL N -19.65 -9.94 70.91 15.00 
90 VAL CA -19.07 -8.71 70.39 15.00 
90 VAL CB -17.75 -8.36 71.12 15.00 
90 VAL CGI -17.97 -8.36 72.62 15.00 
90 VAL CG2 -16.65 -9.33 70.74 15.00 
90 VAL C -18.88 -8.78 68.87 15.00 
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90 


VAL 


0 


-18.54 


91 


GLY 


N 


-19.08 


91 


GLY 


CA 


-18.95 


91 


GLY 


C 


-17.55 


91 


GLY 


0 


-17.34 


92 


GLN 


N 


-16.61 


92 


GLN 


CA 


-15.24 


92 


GLN 


CB 


-14.56 


92 


GLN 


CG 


-14.68 


92 


GLN 


CD 


-13.59 


92 


GLN 


OE1 


-12.77 


92 


GLN 


NE2 


-13.56 


92 


GLN 


C 


-14.45 


92 


GLN 


0 


-14.78 


93 


GLU 


N 


-13.43 


93 


GLU 


CA 


-12.64 


93 


GLU 


CB 


-11.68 


93 


GLU 


CG 


-12.31 


93 


GLU 


CD 


-11.63 


93 


GLU 


OE1 


-11.94 


93 


GLU 


OE2 


-10.78 


93 


GLU 


C 


-11.84 


93 


GLU 


0 


-11.41 


94 


GLU 


N 


-11.61 


94 


GLU 


CA 


-10.88 


94 


GLU 


CB 


-11.81 


94 


GLU 


CG 


-13.19 


94 


GLU 


CD 


-14.06 


94 


GLU 


OE1 


-13.99 


94 


GLU 


OE2 


-14.83 


94 


GLU 


C 


-10.52 


94 


GLU 


0 


-10.89 


95 


SER 


N 


-9.81 


95 


SER 


CA 


-9.43 


95 


SER 


CB 


-8.32 


95 


SER 


OG 


-7.20 


95 


SER 


C 


-10.62 


95 


SER 


0 


-11.48 


96 


CYS 


N 


-10.69 


96 


CYS 


CA 


-11.76 


96 


CYS 


C 


-11.74 


96 


CYS 


0 


-10.73 


96 


CYS 


CB 


-11.53 



TABLE VI 

-7.78 68.23 15.00 

-9.96 68.30 15.00 

-10.12 66.86 15.00 

-10.23 66.27 15.00 

-9.87 65.12 15.00 

-10.80 67.01 15.00 

-10.95 66.50 15.00 

-9.58 66.41 15.00 

-8.72 67.67 15.00 

-7.67 67.79 15.00 

-7.72 68.72 15.00 

-6.72 66.85 15.00 

-11.86 67.43 15.00 

-11.97 68.62 15.00 

-12.52 66.89 15.00 

-13.42 67.71 15.00 

-14.28 66.89 15.00 

-15.10 65.78 15.00 

-14.87 64.44 15.00 

-15.61 63.48 15.00 

-13.94 64.33 15.00 

-12.62 68.71 15.00 

-11.49 68.44 15.00 

-13.26 69.85 15.00 

-12.70 70.98 15.00 

-11.81 71.79 15.00 

-12.42 71.93 15.00 

-11.70 72.92 15.00 

-10.45 72.96 15.00 

-12.38 73.64 15.00 

-13.92 71.80 15.00 

-15.02 71.45 15.00 

-13.73 72.91 15.00 

-14.85 73.75 15.00 

-14.42 74.71 15.00 

-13.94 73.98 15.00 

-15.42 74.52 15.00 

-14.67 75.02 15.00 

-16.75 74.57 15.00 

-17.45 75.28 15.00 

-16.96 76.71 15.00 

-17.09 77.42 15.00 

-18.97 75.20 15.00 
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TABLE VI 

96 CYS SG -12.62 -20.03 76.22 15.00 

97 MET N -12.85 -16.38 77.14 15.00 
97 MET CA -12.96 -15.85 78.49 15.00 
97 MET CB -13.32 -14.36 78.39 15.00 
97 MET CG -12.29 -13.51 77.69 15.00 
97 MET SD -13.01 -11.98 77.03 15.00 
97 MET CE -14.07 -11.44 78.40 15.00 
97 MET C -14.03 -16.60 79.28 15.00 

97 MET 0 -14.87 -15.99 79.96 15.00 

98 TYR N -13.98 -17.93 79.21 15.00 
98 TYR CA -14.96 -18.74 79.91 15.00 
98 TYR CB -14.69 -20.23 79.71 15.00 
98 TYR CG -15.74 -21.10 80.34 15.00 
98 TYR CD1 -17.08 -20.99 79.97 15.00 
98 TYR CE1 -18.07 -21.74 80.59 15.00 
98 TYR CD2 -15.41 -22.00 81.36 15.00 
98 TYR CE2 -16.40 -22.76 81.98 15.00 
98 TYR CZ -17.72 -22.62 81.60 15.00 
98 TYR OH -18.70 -23.34 82.23 15.00 
98 TYR C -15.03 -18.43 81.39 15.00 

98 TYR 0 -14.01 -18.38 82.08 15.00 

99 ASN N -16.25 -18.27 81.88 15.00 
99 ASN CA -16.49 -17.97 83.28 15.00 
99 ASN CB -17.29 -16.66 83.38 15.00 
99 ASN CG -17.66 -16.33 84.80 15.00 
99 ASN OD1 -16.88 -16.57 85.74 15.00 
99 ASN ND2 -18.85 -15.79 84.99 15.00 
99 ASN C -17.28 -19.10 83.92 15.00 
99 ASN O -18.51 -19.16 83.78 15.00 

100 PRO N -16.60 -19.99 84.67 15.00 

100 PRO CD -15.22 -19.88 85.16 15.00 

100 PRO CA -17.29 -21.11 85.32 15.00 

100 PRO CB -16.20 -21.72 86.20 15.00 

100 PRO CG -15.31 -20.55 86.51 15.00 

100 PRO C -18.45 -20.63 86.16 15.00 

100 PRO O -19.51 -21.24 86.15 15.00 

101 THR N -18.28 -19.50 86.84 15.00 
101 THR CA -19.33 -18.95 87.68 15.00 
101 THR CB -18.86 -17.68 88.45 15.00 
101 THR OG1 -18.71 -16.57 87.55 15.00 
101 THR CG2 -17.51 -17.93 89.13 15.00 
101 THR C -20.55 -18.59 86.82 15.00 
101 THR O -21.68 -18.56 87.32 15.00 



TABLE VI 



102 GLY N 
102 GLY CA 
102 GLY C 

102 GLY O 

103 LYS N 
103 LYS CA 
103 LYS CB 
103 LYS CG 
103 LYS CD 
103 LYS CE 
103 LYS NZ 
103 LYS C 

103 LYS O 

104 ALA N 
104 ALA CA 
104 ALA CB 
104 ALA C 

104 ALA 0 

105 ALA N 
105 ALA CA 
105 ALA CB 
105 ALA C 

105 ALA O 

106 LYS N 
106 LYS CA 
106 LYS CB 
106 LYS CG 
106 LYS CD 
106 LYS CE 
106 LYS NZ 
106 LYS C 

106 LYS O 

107 CYS N 
107 CYS CA 
107 CYS CB 
107 CYS SG 
107 CYS C 

107 CYS O 

108 ARG N 
108 ARG CA 
108 ARG CB 
108 ARG CG 
108 ARG CD 



-20.32 

-21.40 

-22.06 

-22.92 

-21.65 

-22.24 

-21.72 

-22.32 

-22.10 

-22.96 

-24.41 

-23.75 

-24.26 

-24.47 

-25.93 

-26.51 

-26.52 

-27.73 

-25.66 

-26.11 

-26.84 

-24.95 

-23.79 

-25.28 

-24.29 

-23.55 

-24.41 

-23.54 

-22.40 

-21.34 

-24.99 

-26.21 

-24.23 

-24.82 

-25.06 

-23.58 

-23.91 

-22.75 

-24.43 

-23.64 

-24.12 

-25.63 

-26.27 



-18.34 

-17.98 

-19.12 

-18.86 

-20.36 

-21.50 

-22.83 

-24.05 

-25.33 

-25.41 

-25.79 

-21.49 

-21.26 

-21.73 

-21.75 

-20.51 

-22.99 

-23.15 

-23.87 

-25.10 

-24.78 

-26.03 

-25.67 

-27.26 

-28.25 

-28.80 

-29.35 

-29.64 

-30.62 

-30.67 

-29.36 

-29.30 

-30.30 

-31.40 

-30.99 

-30.95 

-32.61 

-32.49 

-33.77 

-35.00 

-35.97 

-36.03 

-37.28 



85.54 

84.64 

83.88 

83.03 

84.12 

83.42 

83.98 

83.29 

84.06 

85.35 

85.14 

83.57 

84.67 

82.48 

82.53 

81.87 

81.89 

81.87 

81.38 

80.75 

79.44 

80.46 

80.62 

80.07 

79.70 

80.92 

82.04 

83.27 

82.95 

84.03 

78.93 

78.75 

78.39 

77.64 

76.19 

75.18 

77.68 

78.06 

77.32 

77.33 

78.42 

78.64 

78.04 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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108 ARG NE 


-27.73 


108 ARG CZ 


-28.57 


108 ARG NH1 


-28.09 


108 ARG NH2 


-29.88 


108 ARG C 


-23.55 


108 ARG 0 


-23.77 


109 GLY N 


-23.19 


109 GLY CA 


-23.06 


109 GLY C 


-24.08 


109 GLY 0 


-24.81 


110 TYR N 


-24.16 


110 TYR CA 


-25.07 


110 TYR CB 


-24.41 


110 TYR CG 


-23.10 


110 TYR CD1 


-21.91 


110 TYR CE1 


-20.71 


110 TYR CD2 


-23.06 


110 TYR CE2 


-21.87 


110 TYR CZ 


-20.70 


110 TYR OH 


-19.52 
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-25.39 


110 TYR 0 


-24.80 


111 ARG N 


-26.29 


111 ARG CA 


-26.69 


111 ARG CB 


-27.96 


111 ARG CG 


-27.84 
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-29.18 


111 ARG NE 


-29.77 
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112 GLU C 


-27.50 


112 GLU 0 


-27.70 


113 ILE N 


-28.29 



TABLE VI 

-37.21 78.14 15.00 

-38.06 77.54 15.00 

-39.05 76.80 15.00 

-37.94 77.72 15.00 

-35.70 75.97 15.00 

-36.91 75.85 15.00 

-34.93 74.94 15.00 

-35.50 73.61 15.00 

-34.95 72.65 15.00 

-34.01 72.97 15.00 

-35.57 71.48 15.00 

-35.16 70.42 15.00 
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TABLE VI 

-37.15 62.02 15.00 

-36.04 61.71 15.00 

-36.60 61.05 15.00 

-35.38 63.02 15.00 

-34.32 62.87 15.00 

-37.84 60.75 15.00 

-37.44 60.20 15.00 

-38.95 60.34 15.00 

-39.67 61.02 15.00 

-39.68 59.14 15.00 

-40.72 58.97 15.00 

-41.05 60.38 15.00 

-38.79 57.93 15.00 

-38.17 57.47 15.00 

-38.75 57.41 15.00 

-37.92 56.26 15.00 

-38.30 55.74 15.00 

-37.36 54.68 15.00 

-37.76 54.22 15.00 

-37.34 54.86 15.00 

-38.51 53.22 15.00 

-38.00 55.14 15.00 

-39.05 54.56 15.00 

-36.89 54.90 15.00 

-36.81 53.83 15.00 

-37.41 54.07 15.00 

-37.53 53.14 15.00 

-37.73 55.32 15.00 

-38.34 55.65 15.00 

-39.54 56.56 15.00 

-40.32 56.84 15.00 

-39.75 56.98 15.00 

-41.64 56.94 15.00 

-37.34 56.30 15.00 

-37.23 57.52 15.00 

-36.66 55.48 15.00 

-35.67 55.98 15.00 

-35.08 54.85 15.00 

-34.08 54.01 15.00 

-32.98 53.50 15.00 

-32.38 54.32 15.00 

-32.73 52.29 15.00 

-36.20 57.04 15.00 
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TABLE VI 

118 GLU 0 -37.05 -35.54 58.04 15.00 

119 LYS N -37.34 -37.38 56.81 15.00 
119 LYS CA -38.28 -37.95 57.77 15.00 
119 LYS CB -38.87 -39.24 57.21 15.00 
119 LYS CG -39.46 -39.06 55.80 15.00 
119 LYS CD -40.57 -38.01 55.77 15.00 
119 LYS CE -41.82 -38.49 56.49 15.00 
119 LYS N2 -42.97 -37.55 56.32 15.00 
119 LYS C -37.66 -38.15 59.15 15.00 

119 LYS 0 -38.29 -37.87 60.16 15.00 

120 ALA N -36.39 -38.56 59.19 15.00 
120 ALA CA -35.73 -38.76 60.48 15.00 
120 ALA CB -34.39 -39.43 60.30 15.00 
120 ALA C -35.56 -37.41 61.15 15.00 

120 ALA O -35.40 -37.34 62.37 15.00 

121 LEO N -35.58 -36.35 60.34 15.00 
121 LEU CA -35.45 -34.99 60.83 15.00 
121 LEU CB -35.03 -34.03 59.71 15.00 
121 LEU CG -34.92 -32.51 59.96 15.00 
121 LEU CD1 -33.98 -32.21 61.11 15.00 
121 LEU CD2 -34.45 -31.82 58.71 15.00 
121 LEU C -36.78 -34.54 61.43 15.00 

121 LEU 0 -36.80 -33.96 62.51 15.00 

122 LYS N -37.89 -34.84 60.76 15.00 
122 LYS CA -39.20 -34.44 61.28 15.00 
122 LYS CB -40.34 -34.86 60.35 15.00 
122 LYS CG -41.71 -34.49 60.95 15.00 
122 LYS CD -42.90 -34.72 60.02 15.00 
122 LYS CE -43.21 -36.19 59.84 15.00 
122 LYS NZ -42.13 -36.87 59.07 15.00 
122 LYS C -39.43 -35.03 62.67 15.00 

122 LYS 0 -40.00 -34.38 63.54 15.00 

123 ARG N -39.02 -36.28 62.85 15.00 
123 ARG CA -39.18 -36.96 64.12 15.00 
123 ARG CB -38.90 -38.45 63.95 15.00 
123 ARG CG -40.04 -39.22 63.30 15.00 
123 ARG CD -39.53 -40.52 62.67 15.00 
123 ARG NE -38.42 -41.08 63.44 15.00 
123 ARG CZ -37.46 -41.85 62.92 15.00 
123 ARG NH1 -37.47 -42.16 61.62 15.00 
123 ARG NH2 -36.45 -42.23 63.68 15.00 
123 ARG C -38.24 -36.34 65.14 15.00 
123 ARG O -38.65 -36.04 66.25 15.00 



WO 97/16177 



PCT/US96/17512 



124 


ALA 


N 


-36 


.99 


124 


ALA 


CA 


-36 


.05 


124 


ALA 


CB 


-34 


.70 


124 


ALA 


C 


-36 


.60 


124 


ALA 


0 


-36 


.55 


125 


VAL 


N 


-37 


.14 


125 


VAL 


CA 


-37 


.68 


125 


VAL 


CB 


-38 


.01 


125 


VAL 


CGI 


-36 


.78 


125 


VAL 


CG2 


-38 


.58 


125 


VAL 


C 


-38 


.94 


125 


VAL 


0 


-39 


.21 


126 


ALA 


N 


-39 


.69 


126 


ALA 


CA 


-40 


.93 


126 


ALA 


CB 


-41. 


.81 


126 


ALA 


C 


-40. 


.75 


126 


ALA 


0 


-41. 


.53 


127 


ARG 


N 


-39. 


.73 


127 


ARG 


CA 


-39. 


.42 


127 


ARG 


CB 


-39. 


.04 


127 


ARG 


CG 


-40. 


.20 


127 


ARG 


CD 


-39. 


.78 


127 


ARG 


NE 


-40. 


.95 


127 


ARG 


CZ 


-40. 


.95 


127 


ARG 


NH1 


-42. 


09 


127 


ARG 


NH2 


-39. 


84 


127 


ARG 


C 


-38. 


33 


127 


ARG 


0 


-38. 


25 


128 


VAL 


N 


-37.48 


128 


VAL 


CA 


-36. 


40 


128 


VAL 


CB 


-35. 


03 


128 


VAL 


CGI 


-33. 


92 


128 


VAL 


CG2 


-34. 


87 


128 


VAL 


C 


-36. 


58 


128 


VAL 


0 


-36. 


43 


129 


GLY 


N 


-36. 


89 


129 


GLY 


CA 


-37. 


08 


129 


GLY 


C 


-36. 


26 


129 


GLY 


0 


-36. 


02 


130 


PRO 


N 


-35. 


83 


130 


PRO 


CD 


-36. 


20 


130 


PRO 


CA 


-35. 


04 


130 


PRO 


CB 


-34. 


67 



TABLE VI 

-36.12 64.76 15.00 

-35.51 65.68 15.00 

-35.31 65.02 15.00 

-34.17 66.19 15.00 

-33.91 67.39 15.00 

-33.34 65.30 15.00 

-32.06 65.76 15.00 

-31.03 64.60 15.00 

-30.27 64.19 15.00 

-31.72 63.39 15.00 

-32.28 66.58 15.00 

-31.52 67.50 15.00 

-33.32 66.27 15.00 

-33.60 66.98 15.00 

-34.52 66.16 15.00 

-34.16 68.38 15.00 

-33.84 69.28 15.00 

-35.00 68.55 15.00 

-35.68 69.81 15.00 

-37.14 69.54 15.00 

-37.95 69.00 15.00 

-39.23 68.27 15.00 

-39.80 67.60 15.00 

-40.88 66.83 15.00 

-41.30 66.28 15.00 

-41.56 66.63 15.00 

-35.04 70.66 15.00 

-35.30 71.86 15.00 

-34.22 70.04 15.00 

-33.54 70.75 15.00 

-33.81 70.10 15.00 

-33.34 71.02 15.00 

-35.29 69.78 15.00 

-32.02 70.88 15.00 

-31.46 71.95 15.00 

-31.35 69.77 15.00 

-29.91 69.81 15.00 

-29.29 68.69 15.00 

-29.96 67.68 15.00 

-28.02 68.81 15.00 

-27.06 69.86 15.00 

-27.37 67.77 15.00 

-26.05 68.43 15.00 
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TABLE VI 

130 PRO CG -35.92 -25.74 69.18 15.00 

130 PRO C -33.81 -28.17 67.39 15.00 

130 PRO 0 -33.07 -28.64 68.26 15.00 

131 VAL N -33.60 -28.33 66.09 15.00 
131 VAL CA -32.46 -29.08 65.58 15.00 
131 VAL CB -32.94 -30.26 64.68 15.00 
131 VAL CGI -31.76 -31.03 64.14 15.00 
131 VAL CG2 -33.82 -31.20 65.46 15.00 
131 VAL C -31.50 -28.20 64.77 15.00 

131 VAL 0 -31.93 -27.35 63.99 15.00 

132 SER N -30.20 -28.39 64.96 15.00 
132 SER CA -29.23 -27.61 64.22 15.00 
132 SER CB -27.88 -27.61 64.94 15.00 
132 SER OG -28.00 -26.96 66.20 15.00 
132 SER C -29.08 -28.21 62.82 15.00 

132 SER O -28.83 -29.41 62.68 15.00 

133 VAL N -29.31 -27.39 61.80 15.00 
133 VAL CA -29.22 -27.82 60.40 15.00 
133 VAL CB -30.60 -27.81 59.68 15.00 
133 VAL CGI -31.51 -28.90 60.23 15.00 
133 VAL CG2 -31.27 -26.45 59.80 15.00 
133 VAL C -28.26 -26.93 59.62 15.00 

133 VAL O -27.88 -25.85 60.08 15.00 

134 ALA N -27.93 -27.36 58.41 15.00 
134 ALA CA -27.02 -26.64 57.54 15.00 
134 ALA CB -25.69 -27.35 57.48 15.00 
134 ALA C -27.64 -26.61 56.16 15.00 

134 ALA O -27.92 -27.66 55.60 15.00 

135 ILE N -27.84 -25.43 55.60 15.00 
135 ILE CA -28.45 -25.31 54.28 15.00 
135 ILE CB -29.84 -24.62 54.36 15.00 
135 ILE CG2 -30.82 -25.47 55.15 15.00 
135 ILE CGI -29.70 -23.24 55.00 15.00 
135 ILE CD1 -30.95 -22.42 54.97 15.00 
135 ILE C -27.59 -24.49 53.32 15.00 

135 ILE O -26.49 -24.04 53.66 15.00 

136 ASP N -28.09 -24.33 52.10 15.00 
136 ASP CA -27.45 -23.52 51.07 15.00 
136 ASP CB -27.50 -24.23 49.72 15.00 
136 ASP CG -27.09 -23.32 48.57 15.00 
136 ASP OD1 -27.71 -23.40 47.49 15.00 
136 ASP OD2 -26.15 -22.50 48.73 15.00 
136 ASP C -28.22 -22.21 50.99 15.00 



WO 97/16177 



PCT/US96/17512 



136 


ASP 


0 


-29.36 


137 


ALA 


N 


-27.61 


137 


ALA 


CA 


-28.26 


137 


ALA 


CB 


-28.42 


137 


ALA 


c 


-27.46 


137 


ALA 


o 


-27.34 


138 


SER 


N 


-26.92 


138 


SER 


CA 


-26.12 


138 


SER 


CB 


-25.09 


138 


SER 


OG 


-25.71 


138 


SER 


c 


-26.97 


138 


SER 


o 


-26.60 


139 


LEU 


N 


-28.12 


139 


LEU 


CA 


-29.02 


139 


LEU 


CB 


-30.07 


139 


LEU 


CG 


-29.49 


139 


LEU 


CD1 


-30.58 


139 


LEU 


CD2 


-28.37 


139 


LEU 


C 


-29.70 


139 


LEU 


0 


-30. 06 


140 


THR 


N 


-29.90 


140 


THR 


CA 


-30.54 


140 


THR 


CB 


-30.46 


140 


THR 


OG1 


-30.85 


140 


THR 


CG2 


-29.05 


140 


THR 


c 


-32 . 00 


140 


THR 


0 


-32.50 


141 


SER 


N 


-32. 68 


141 


SER 


CA 


-34.08 


141 


SER 


CB 


-34. 66 


141 


SER 


OG 


-33.72 


141 


SER 


c 


-34.19 


141 


SER 


o 


-35.04 


142 


PHE 


N 


-33 .27 


142 


PHE 


CA 


-33 . 28 


142 


PHE 


CB 


-32 .21 


1 AO 


•ErXXC* 


en 


• J. / 


142 


PHE 


CD1 


-32.97 


142 


PHE 


CD2 


-31.34 


142 


PHE 


CE1 


-32.94 


142 


PHE 


CE2 


-31.31 


142 


PHE 


CZ 


-32.11 


142 


PHE 


C 


-33.01 



TABLE VI 

-22.17 50.52 15.00 

-21.13 51.46 15.00 

-19.83 51.42 15.00 

-19.30 52.83 15.00 

-18.84 50.56 15.00 

-17.66 50.89 15.00 

-19.34 49.45 15.00 

-18.53 48.53 15.00 

-19.42 47.83 15.00 

-20.52 47.19 15.00 

-17.80 47.49 15.00 

-16.72 47.01 15.00 

-18.36 47.17 15.00 

-17.79 46.19 15.00 

-18.84 45.80 15.00 

-20.25 45.62 15.00 

-21.21 45.21 15.00 

-20.28 44.61 15.00 

-16.52 46.70 15.00 

-16.43 47.88 15.00 

-15.54 45.81 15.00 

-14.29 46.18 15.00 

-13.21 45.07 15.00 

-13.77 43.82 15.00 

-12.66 44.96 15.00 

-14.49 46.57 15.00 

-13.79 47.45 15.00 

-15.45 45.95 15.00 

-15.70 46.30 15.00 

-16.86 45.50 15.00 

-17.92 45.39 15.00 

-15.94 47.79 15.00 

-15.37 48.46 15.00 

-16.72 48.33 15.00 

-17.01 49.76 15.00 

-18.05 50.11 15.00 

-18.41 51.57 15.00 

-19.43 52.08 15.00 

-17.72 52.45 15.00 

-19.75 53.43 15.00 

-18.04 53.80 15.00 

-19.05 54.29 15.00 

-15.75 50.54 15.00 
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TABLE VI 

142 PHE 0 -33.69 -15.45 51.52 15.00 

143 GLN N -32.01 -15.00 50.09 15.00 
143 GLN CA -31.61 -13.79 50.78 15.00 
143 GLN CB -30.30 -13.26 50.21 15.00 
143 GLN CG -29.18 -14.29 50.23 15.00 
143 GLN CD -27.85 -13.72 49.81 15.00 
143 GLN OE1 -27.29 -12.84 50.48 15.00 
143 GLN NE2 -27.31 -14.22 48.70 15.00 
143 GLN C -32.67 -12.70 50.84 15.00 

143 GLN O -32.79 -12.04 51.86 15.00 

144 PHE N -33.45 -12.51 49.78 15.00 
144 PHE CA -34.50 -11.48 49.83 15.00 
144 PHE CB -34.57 -10.60 48.55 15.00 
144 PHE CG -34.78 -11.35 47.27 15.00 
144 PHE CD1 -33.92 -11.14 46.19 15.00 
144 PHE CD2 -35.84 -12.24 47.12 15.00 
144 PHE CE1 -34.11 -11.81 44.99 15.00 
144 PHE CE2 -36.04 -12.92 45.91 15.00 
144 PHE CZ -35.18 -12.71 44.85 15.00 
144 PHE C -35.88 -12.04 50.20 15.00 

144 PHE O -36.90 -11.36 50.02 15.00 

145 TYR N -35.89 -13.28 50.71 15.00 
145 TYR CA -37.12 -13.95 51.12 15.00 
145 TYR CB -36.80 -15.21 51.94 15.00 
145 TYR CG -37.98 -15.77 52.70 15.00 
145 TYR CD1 -38.84 -16.69 52.12 15.00 
145 TYR CE1 -39.96 -17.15 52.80 15.00 
145 TYR CD2 -38.27 -15.32 53.99 15.00 
145 TYR CE2 -39.40 -15.78 54.67 15.00 
145 TYR CZ -40.24 -16.69 54.07 15.00 
145 TYR OH -41.38 -17.11 54.73 15.00 
145 TYR C -37.90 -12.98 51.97 15.00 

145 TYR O -37.32 -12.24 52.74 15.00 

146 SER N -39.21 -13.02 51.84 15.00 
146 SER CA -40.07 -12.13 52.59 15.00 
146 SER CB -40.63 -11.07 51.63 15.00 
146 SER OG -41.38 -10.08 52.30 15.00 
146 SER C -41.21 -12.89 53.24 15.00 

146 SER O -41.48 -12.72 54.43 15.00 

147 LYS N -41.86 -13.77 52.48 15.00 
147 LYS CA -42.98 -14.54 53.01 15.00 
147 LYS CB -44.25 -13.71 53.04 15.00 
147 LYS CG -44.62 -13.11 51.70 15.00 
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-35.69 


150 


TYR 


CE2 


-34.56 


150 


TYR 


CZ 


-34.56 


150 


TYR 


OH 


-33.45 


150 


TYR 


C 


-39.03 


150 


TYR 


0 


-39.23 


151 


TYR 


N 


-38.55 


151 


TYR 


CA 


-38.21 


151 


TYR 


CB 


-39.45 


151 


TYR 


CG 


-39.15 


151 


TYR 


CD1 


-38.22 


151 


TYR CE1 


-37.94 


151 


TYR 


CD2 


-39.79 


151 


TYR 


CE2 


-39.52 


151 


TYR 


CZ 


-38.59 


151 


TYR 


OH 


-38.36 


151 


TYR 


C 


-37.60 


151 


TYR 


0 


-38.29 


152 


ASP 


N 


-36.31 


152 


ASP 


CA 


-35.66 


152 


ASP 


CB 


-34.74 



TABLE VT 

-12.67 51.68 15.00 

-12.13 50.31 15.00 

-12.11 50.14 15.00 

-15.79 52.19 15.00 

-16.01 51.17 15.00 

-16.61 52.64 15.00 

-17.85 51.95 15.00 

-18.95 52.16 15.00 

-18.79 52.93 15.00 

-20.04 51.43 15.00 

-21.19 51.52 15.00 

-22.51 51.47 15.00 

-23.71 51.33 15.00 

-22.65 52.72 15.00 

-21.17 50.43 15.00 

-21.34 49.24 15.00 

-20.96 50.84 15.00 

-20.91 49.91 15.00 

-20.41 50.64 15.00 

-20.29 49.75 15.00 

-19.38 48.69 15.00 

-19.27 47.88 15.00 

-21.07 49.97 15.00 

-20.96 49.16 15.00 

-20.06 48.11 15.00 

-19.93 47.32 15.00 

-22.26 49.27 15.00 

-23.31 49.88 15.00 

-22.22 48.03 15.00 

-23.42 47.28 15.00 

-24.26 46.99 15.00 

-25.46 46.11 15.00 

-26.42 46.51 15.00 

-27.53 45.71 15.00 

-25.63 44.89 15.00 

-26.74 44.08 15.00 

-27.69 44.50 15.00 

-28.83 43.75 15.00 

-23.00 45.97 15.00 

-22.44 45.11 15.00 

-23.25 45.80 15.00 

-22.90 44.55 15.00 

-21.69 44.71 15.00 
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TABLE VI 

152 ASP CG -34.02 -21.34 43.43 15.00 

152 ASP OD1 -34.60 -21.55 42.34 15.00 

152 ASP OD2 -32.87 -20.86 43.49 15.00 

152 ASP C -34.87 -24.07 44.02 15.00 

152 ASP O -33.84 -24.43 44.56 15.00 

153 GLU N -35.33 -24.60 42.90 15.00 
153 GLU CA -34.70 -25.74 42.26 15.00 
153 GLU CB -35.49 -26.18 41.03 15.00 
153 GLU CG -35.79 -25.08 40.01 15.00 
153 GLU CD -37.17 -24.43 40.19 15.00 
153 GLU OE1 -38.12 -24.84 39.48 15.00 
153 GLU OE2 -37.29 -23.50 41.02 15.00 
153 GLU C -33.22 -25.56 41.91 15.00 

153 GLU O -32.59 -26.50 41.44 15.00 

154 SER N -32.66 -24.37 42.12 15.00 
154 SER CA -31.24 -24.12 41.82 15.00 
154 SER CB -31.02 -22.70 41.29 15.00 
154 SER OG -32.05 -22.32 40.40 15.00 
154 SER C -30.40 -24.30 43.08 15.00 

154 SER O -29.17 -24.21 43.04 15.00 

155 CYS N -31.08 -24.48 44.22 15.00 
155 CYS CA -30.41 -24.66 45.49 15.00 
155 CYS C -29.57 -25.91 45.40 15.00 
155 CYS O -30.00 -26.91 44.82 15.00 
155 CYS CB -31.44 -24.79 46.62 15.00 

155 CYS SG -30.90 -24.05 48.19 15.00 

156 ASN N -28.36 -25.87 45.94 15.00 
156 ASN CA -27.47 -27.01 45.87 15.00 
156 ASN CB -26.18 -26.59 45.19 15.00 
156 ASN CG -25.28 -27.76 44.91 15.00 
156 ASN OD1 -25.73 -28.91 44.88 15.00 
156 ASN ND2 -23.99 -27.49 44.73 15.00 
156 ASN C -27.20 -27.67 47.23 15.00 

156 ASN O -26.43 -27.16 48.05 15.00 

157 SER N -27.79 -28.85 47.41 15.00 
157 SER CA -27.67 -29.64 48.62 15.00 
157 SER CB -28.48 -30.92 48.45 15.00 
157 SER OG -29.83 -30.63 48.13 15.00 
157 SER C -26.24 -30.00 49.04 15.00 

157 SER O -26.01 -30.36 50.19 15.00 

158 ASP N -25.30 -29.93 48.10 15.00 
158 ASP CA -23.89 -30.24 48.35 15.00 
158 ASP CB -23.21 -30.69 47.07 15.00 
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158 


ASP CG 


158 


ASP OD1 


158 


ASP OD2 


158 


ASP C 


158 


ASP 0 


159 


ASN N 


159 


ASN CA 


159 


ASN CB 


159 


ASN CG 


159 


ASN OD1 


159 


ASN ND2 


159 


ASN C 


159 


ASN 0 


160 


LEU N 


160 


LEU CA 


160 


LEU CB 


160 


LEU CG 


160 


LEU CD1 


160 


LEU CD2 


160 


LEU C 


160 


LEU 0 


161 


ASN N 


161 


ASN CA 


161 


ASN CB 


161 


ASN CG 


161 


ASN OD1 


161 


ASN ND2 


161 


ASN C 


161 


ASN 0 


162 


HIS N 


162 


HIS CA 


162 


HIS CB 


162 


HIS CG 


162 


HIS CD2 


162 


HIS ND1 


162 


HIS CE1 


162 


HIS NE2 


162 


HIS C 


162 


HIS 0 


163 


ALA N 


163 


ALA CA 


163 


ALA CB 


163 


ALA C 



TABLE 

-23.72 -32.01 

-24.95 -32.15 

-22.86 -32.91 

-23.14 -29.02 

-22.11 -29.15 

-23.62 -27.84 

-22.98 -26.62 

-23.10 -25.57 

-22.14 -24.40 

-21.43 -24.30 

-22.10 -23.51 

-23.68 -26.14 

-24.63 -25.37 

-23.25 -26.64 

-23.84 -26.23 

-23.88 -27.42 

-24.59 -28.72 

-24.45 -29.70 

-26.06 -28.49 

-22.98 -25.11 

-21.91 -25.35 

-23.47 -23.89 

-22.70 -22.75 

-22.58 -21.73 

-23.89 -21.51 

-24.74 -20.76 

-24.10 -22.23 

-23.23 -22.05 

-22.45 -21.62 

-24.54 -21.93 

-25.13 -21.27 

-26.18 -20.27 

-26.55 -19.22 

-27.72 -18.61 

-25.63 -18.66 

-26.22 -17.74 

-27.49 -17.69 

-25.76 -22.27 

-26.47 -23.19 

-25.47 -22.12 

-26.01 -23.00 

-24.93 -23.33 

-27.15 -22.28 



46.57 15.00 

46.33 15.00 

46.38 15.00 

48.87 15.00 

49.53 15.00 

48.51 15.00 

48.94 15.00 

47.84 15.00 

48.03 15.00 

49.04 15.00 
47.04 15.00 
50.20 15.00 
50.12 15.00 

51.36 15.00 
52.63 15.00 
53.60 15.00 
53.22 15.00 

54.37 15.00 
52.89 15.00 
53.22 15.00 
53.78 15.00 
53.16 15.00 
53.65 15.00 
52.53 15.00 
51.84 15.00 
52.33 15.00 
50.75 15.00 
54.89 15.00 
55.73 15.00 
55.01 15.00 
56.16 15.00 
55.67 15.00 
56.67 15.00 
56.93 15.00 
57.53 15.00 
58.27 15.00 
57.93 15.00 

57.12 15.00 
56.69 15.00 
58.41 15.00 
59.45 15.00 
60.47 15.00 

60.13 15.00 
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TABLE VI 



163 


ALA 


O 


-27 


.00 


-21 


.13 


60.54 


15 


.00 


164 


VAL 


N 


-28 


.30 


-22 


.94 


60.24 


15 


.00 


164 


VAL 


CA 


-29 


.48 


-22 


.34 


60.86 


15 


.00 


164 


VAL 


CB 


-30 


.54 


-21 


.99 


59.79 


15 


.00 


164 


VAL 


CGI 


-30 


.11 


-20 


.79 


58.99 


15 


.00 


164 


VAL 


CG2 


-30 


.75 


-23 


.16 


58.86 


15. 


.00 


164 


VAL 


C 


-30. 


.05 


-23 


.28 


61.91 


15. 


.00 


164 


VAL 


0 


-29. 


.37 


-24 


.21 


62.33 


15. 


.00 


165 


LEU 


N 


-31. 


.31 


-23. 


.07 


62.30 


15. 


.00 


165 


LEU 


CA 


-31. 


.97 


-23. 


.88 


63.33 


15. 


00 


165 


LEU 


CB 


-32. 


00 


-23. 


.11 


64.64 


15. 


00 


165 


LEU 


CG 


-32. 


59 


-23. 


,77 


65.88 


15. 


00 


165 


LEU 


CD1 


-31. 


53 


-24. 


65 


66.49 


15. 


00 


165 


LEU 


CD2 


-33. 


04 


-22. 


71 


66.87 


15. 


00 


165 


LEU 


C 


-33. 


40 


-24. 


17 


62.94 


15. 


00 



165 


LEU 


0 


-34.16 


-23 


.24 


62 


.72 


15 


.00 


166 


ALA 


N 


-33.79 


-25 


.44 


62 


.92 


15 


.00 


166 


ALA 


CA 


-35.15 


-25 


.82 


62 


.56 


15 


.00 


166 


ALA 


CB 


-35.16 


-27 


.19 


61 


.92 


15 


.00 


166 


ALA 


C 


-36.03 


-25 


.80 


63 


.80 


15 


.00 


166 


ALA 


0 


-35.93 


-26 


.66 


64 


.66 


15 


.00 


167 


VAL 


N 


-36.89 


-24 


.80 


63 


.88 


15 


.00 


167 


VAL 


CA 


-37.79 


-24 


.62 


65 


.01 


15 


.00 


167 


VAL 


CB 


-38.11 


-23 


.11 


65 


.18 


15 


.00 


167 


VAL 


CGI 


-39.35 


-22 


.88 


66 


.00 


15 


.00 


167 


VAL 


CG2 


-36.94 


-22 


.42 


65 


.84 


15. 


.00 


167 


VAL 


C 


-39.06 


-25 


.46 


64 


.92 


15. 


.00 


167 


VAL 


0 


-39.83 


-25 


.56 


65. 


.87 


15. 


.00 


168 


GLY 


N 


-39.28 


-26 


.10 


63. 


.78 


15. 


.00 


168 


GLY 


CA 


-40.48 


-26. 


.91 


63. 


.65 


15. 


00 


168 


GLY 


C 


-40.77 


-27. 


.29 


62. 


.23 


15. 


00 


168 


GLY 


0 


-39.85 


-27. 


.36 


61. 


41 


15. 


00 


169 


TYR 


N 


-42.04 


-27. 


.55 


61. 


95 


15. 


00 


169 


TYR 


CA 


-42.50 


-27. 


93 


60. 


62 


15. 


00 


169 


TYR 


CB 


-42.09 


-29. 


38 


60. 


30 


15. 


00 


169 


TYR 


CG 


-42.61 


-30. 


41 


61. 


28 


15. 


00 


169 


TYR 


CD1 


-43.94 


-30. 


82 


61. 


25 


15. 


00 


169 


TYR 


CE1 


-44.42 


-31. 


76 


62. 


13 


15. 


00 


169 


TYR 


CD2 


-41.77 


-30. 


98 


62. 


23 


15. 


00 


169 


TYR 


CE2 


-42.24 


-31. 


93 


63. 


13 


15. 


00 


169 


TYR 


CZ 


-43.57 


-32. 


31 


63. 


07 


15. 


00 


169 


TYR 


OH 


-44.04 


-33. 


26 


63. 


95 


15. 


00 


169 


TYR 


C 


-44.02 


-27. 


78 


60. 


54 


15. 


00 



TABLE VI 



169 TYR O 

170 GLY N 
170 GLY CA 
170 GLY C 

170 GLY O 

171 ILE N 
171 ILE CA 
171 ILE CB 
171 ILE CG2 
171 ILE CGI 
171 ILE CD1 
171 ILE C 

171 ILE 0 

172 GLN N 
172 GLN CA 
172 GLN CB 
172 GLN CG 
172 GLN CD 
172 GLN OE1 
172 GLN NE2 
172 GLN C 

172 GLN O 

173 LYS N 
173 LYS CA 
173 LYS CB 
173 LYS CG 
173 LYS CD 
173 LYS CE 
173 LYS NZ 
173 LYS C 

173 LYS 0 

174 GLY N 
174 GLY CA 
174 GLY C 

174 GLY O 

175 ASN N 
175 ASN CA 
175 ASN CB 
175 ASN CG 
175 ASN OD1 
175 ASN ND2 
175 ASN C 
175 ASN 0 



-44.70 

-44.55 

-45.98 

-46.42 

-45.69 

-47.61 

-48.20 

-49.51 

-50.16 

-49.20 

-48.97 

-48.55 

-48.58 

-48.73 

-49.10 

-47.90 

-47.16 

-47.81 

-47.24 

-49.00 

-50.24 

-51.31 

-50.05 

-51.11 

-51.04 

-51.15 

-50.94 

-50.57 

•49.28 

-50.82 

-50.33 

•51.02 

•50.77 

•49.30 

•48.95 

■48.44 

•47.00 

-46.20 

46.70 

47.33 

46.41 

46.49 

46.66 



-27.74 

-27.71 

-27.55 

-27.49 

-27.89 

-26.95 

-26.83 

-27.69 

-27.55 

-29.18 

-29.59 

-25.36 

-24.55 

-25.00 

-23.64 

-22.90 

-22.04 

-20.68 

-19.66 

-20.66 

-23.71 

-24.23 

-23.17 

-23.24 

-22.05 

-20.70 

-19.57 

-18.27 

-18.39 

-24.55 

-24.58 

-25.63 

-26.96 

-27.32 

-28.47 

-26.35 

-26.60 

-25.39 

-24.86 

-23.79 

-25.58 

-26.95 

-26.16 



61.57 

59.33 

59.16 

57.72 

56.82 

57.49 

56.16 

56.06 

54.70 

56.27 

57.73 

55.90 

56.84 

54.63 

54.25 

53.68 

54.69 

54.87 

54.49 

55.47 

53.24 

53.55 

52.05 

51.05 

50.08 

50.77 

49.77 

50.50 

51.26 

50.34 

49.21 

51.08 

50.56 

50.59 

50.31 

50.92 

50.98 

50.47 

49.14 

49.08 

48.06 

52.38 

53.33 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE VI 

176 LYS N -45.90 -28.13 52.53 15.00 

176 LYS CA -45.33 -28.50 53.82 15.00 

176 LYS CB -44.94 -29.98 53.84 15.00 

176 LYS CG -46.10 -30.95 53.63 15.00 

176 LYS CD -45.67 -32.36 53.98 15.00 

176 LYS CE -46.71 -33.40 53.61 15.00 

176 LYS NZ -46.36 -34.11 52.34 15.00 

176 LYS C -44.08 -27.63 53.94 15.00 

176 LYS O -43.52 -27.21 52.92 15.00 

177 HIS N -43.62 -27.37 55.16 15.00 
177 HIS CA -42.44 -26.52 55.34 15.00 
177 HIS CB -42.84 -25.05 55.23 15.00 
177 HIS CG -43.71 -24.59 56.35 15.00 
177 HIS CD2 -43.41 -24.18 57.61 15.00 
177 HIS ND1 -45.09 -24.52 56.26 15.00 
177 HIS CE1 -45.59 -24.10 57.40 15.00 
177 HIS NE2 -44.59 -23.89 58.24 15.00 
177 HIS C -41.74 -26.73 56.67 15.00 

177 HIS O -42.32 -27.24 57.62 15.00 

178 TOP N -40.49 -26.28 56.73 15.00 
178 TRP CA -39.64 -26.34 57.91 15.00 
178 TRP CB -38.24 -26.82 57.54 15.00 
178 TRP CG -38.16 -28.22 57.08 15.00 
178 TRP CD2 -38.28 -29.41 57.88 15.00 
178 TRP CE2 -38.08 -30.51 57.03 15.00 
178 TRP CE3 -38.52 -29.64 59.24 15.00 
178 TRP CD1 -37.92 -28.65 55.81 15.00 
178 TRP NE1 -37.87 -30.02 55.77 15.00 
178 TRP CZ2 -38.13 -31.83 57.48 15.00 
178 TRP CZ3 -38.57 -30.95 59.70 15.00 
178 TRP CH2 -38.37 -32.03 58.83 15.00 
178 TRP C -39.53 -24.91 58.39 15.00 

178 TRP O -39.15 -24.04 57.61 15.00 

179 ILE N -39.89 -24.63 59.63 15.00 
179 ILE CA -39.79 -23.28 60.16 15.00 
179 ILE CB -40.65 -23.09 61.42 15.00 
179 ILE CG2 -40.61 -21.64 61.85 15.00 
179 ILE CGI -42.09 -23.52 61.15 15.00 
179 ILE CD1 -42.97 -23.45 62.38 15.00 
179 ILE C -38.32 -23.04 60. S2 15.00 

179 ILE O -37.80 -23.66 61.45 15.00 

180 ILE N -37.67 -22.16 59.78 15.00 
180 ILE CA -36.27 -21.87 60.01 15.00 
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180 


ILE 


CB 


-35.46 


180 


ILE 


CG2 


-34.01 


180 


ILE 


CGI 


-35.57 


180 


ILE 


CD1 


-34.96 


180 


ILE 


C 


-36.01 


180 


ILE 


0 


-36.70 


181 


LYS 


N 


-35.02 


181 


LYS 


CA 


-34.60 


181 


LYS 


CB 


-34.59 


181 


LYS 


CG 


-34.02 


181 


LYS 


CD 


-33.87 


181 


LYS 


CE 


-33.58 


181 


LYS 


NZ 


-33.52 


181 


LYS 


C 


-33.19 


181 


LYS 


0 


-32.28 


.182 


ASN 


N 


-33.00 


182 


ASN 


CA 


-31.68 


182 


ASN 


CB 


-31.77 


182 


ASN 


CG 


-30.45 


182 


ASN 


OD1 


-29.40 


182 


ASN 


ND2 


-30.48 


182 


ASN 


C 


-31.10 


182 


ASN 


0 


-31.81 


183 


SER 


N 


-29.81 


183 


SER 


CA 


-29.19 


183 


SER 


CB 


-27.97 


183 


SER 


OG 


-27.30 


183 


SER 


C 


-28.79 


183 


SER 


0 


-27.68 


184 


TRP 


N 


-29.70 


184 


TRP 


CA 


-29.44 


184 


TRP 


CB 


-29.77 


184 


TRP 


CG 


-28.79 


184 


TRP 


CD2 


-28.97 


184 


TRP 


CE2 


-27.80 


184 


TRP 


CE3 


-30.01 


184 


TRP 


CD1 


-27.55 


184 


TRP 


NE1 


-26.94 


184 


TRP 


CZ2 


-27.64 


184 


TRP 


CZ3 


-29.85 


184 


TRP 


CH2 


-28.67 


184 


TRP 


C 


-30.23 


184 


TRP 


0 


-30.32 



TABLE VI 

-22.00 58.70 15.00 

-21.64 58.91 15.00 

-23.42 58.16 15.00 

-24.46 59.08 15.00 

-20.52 60.69 15.00 

-19.53 60.44 15.00 

-20.53 61.58 15.00 

-19.36 62.34 15.00 

-19.69 63.84 15.00 

-18.59 64.70 15.00 

-19.04 66.14 15.00 

-17.85 67.01 15.00 

-18.17 68.45 15.00 

-19.02 61.91 15.00 

-19.85 62.04 15.00 

-17.82 61.37 15.00 

-17.42 60.93 15.00 

-16.80 59.54 15.00 

-16.80 58.83 15.00 

-16.99 59.44 15.00 

-16.62 57.51 15.00 

-16.42 61.92 15.00 

-15.94 62.79 15.00 

-16.14 61.82 15.00 

-15.20 62.74 15.00 

-15.85 63.38 15.00 

-16.66 62.44 15.00 

-13.90 62.04 15.00 

-13.40 62.23 15.00 

-13.34 61.25 15.00 

-12.11 60.52 15.00 

-12.29 59.03 15.00 

-13.14 58.29 15.00 

-13.73 57.01 15.00 

-14.45 56.71 15.00 

-13.74 56.08 15.00 

-13.50 58.71 15.00 

-14.28 57.77 15.00 

-15.17 55.52 15.00 

-14.46 54.90 15.00 

-15.16 54.63 15.00 

-10.93 61.07 15.00 

-9.88 60.43 15.00 



\\\ 
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TABLE VI 

185 GLY N -30.78 -11.07 62.27 15.00 

185 GLY CA -31.54 -9.98 62.83 15.00 

185 GLY C -33.02 -10.16 62.62 15.00 

185 GLY O -33.46 -11.00 61.84 15.00 

186 GLU N -33.80 -9.35 63.33 15.00 
186 GLU CA -35.26 -9.39 63.27 15.00 
186 GLU CB -35.79 -8.71 64.53 15.00 
186 GLU CG -37.29 -8.65 64.70 15.00 
186 GLU CD -37.71 -8.03 66.04 15.00 
186 GLU OE1 -36.83 -7.61 66.83 15.00 
186 GLU OE2 -38.93 -7.98 66.31 15.00 
186 GLU C -35.73 -8.65 62.03 15.00 

186 GLU O -36.89 -8.73 61.64 15.00 

187 ASM N -34.78 -8.02 61.36 15.00 
187 ASH CA -35.02 -7.21 60.18 15.00 
187 ASN CB -34.03 -6.03 60.25 15.00 
187 ASN CG -34.42 -4.86 59.37 15.00 
187 ASN OD1 -33.58 -4.33 58.64 15.00 
187 ASN ND2 -35.67 -4.40 59.48 15.00 
187 ASN C -34.86 -7.97 58.86 15.00 

187 ASN O -34.92 -7.36 57.80 15.00 

188 TRP N -34.62 -9.28 58.92 15.00 
188 TRP CA -34.47 -10.08 57.70 15.00 
188 TRP CB -33.20 -10.94 57.77 15.00 
188 TRP CG -33.05 -11.85 56.60 15.00 
188 TRP CD2 -33.41 -13.23 56.52 15.00 
188 TRP CE2 -33.18 -13.66 55.20 15.00 
188 TRP CE3 -33.92 -14.16 57.45 15.00 
188 TRP CD1 -32.61 -11.50 55.36 15.00 
188 TRP NE1 -32.69 -12.58 54.51 15.00 
188 TRP CZ2 -33.45 -14.96 54.76 15.00 
188 TRP CZ3 -34.18 -15.46 57.02 15.00 
188 TRP CH2 -33.94 -15.85 55.69 15.00 
188 TRP C -35.66 -11.00 57.51 15.00 

188 TRP O -36.23 -11.48 58.49 15.00 

189 GLY N -36.02 -11.29 56.27 15.00 
189 GLY CA -37.14 -12.17 56.00 15.00 
189 GLY C -38.37 -11.86 56.84 15.00 

189 GLY O -38.70 -10.69 57.08 15.00 

190 ASN N -39.02 -12.91 57.32 15.00 
190 ASN CA -40.22 -12.78 58.13 15.00 
190 ASN CB -41.13 -14.00 57.93 15.00 
190 ASN CG -42.58 -13.74 58.32 15.00 
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190 


ASN 


OD1 


-42.87 


190 


ASN 


ND2 


-43.50 


190 


ASN 


c 


•39.86 


190 


ASN 


0 


-39.81 


191 


LYS 


N 


•39.55 


191 


LYS 


CA 


-39.19 


191 


LYS 


CB 


-40.43 


191 


LYS 


CG 


-41.44 


191 


LYS 


CD 


-40.92 


191 


LYS 


CE 


-41.18 


191 


LYS 


NZ 


-40.19 


191 


LYS 


C 


-38.10 


191 


LYS 


0 


-38.11 


192 


GLY 


N 


-37.15 


192 


GLY 


CA 


-36.04 


192 


GLY 


c 


-36.15 


192 


GLY 


0 


-35.19 


193 


TYR 


N 


-37.30 


193 


TYR 


CA 


-37.50 


193 


TYR 


CB 


-38.69 


193 


TYR 


CG 


-38.47 


193 


TYR 


CD1 


-38.57 


193 


TYR 


CE1 


-38.34 


193 


TYR 


CD2 


-38.13 


193 


TYR 


CE2 


-37.91 


193 


TYR 


CZ 


-38.01 


193 


TYR 


OH 


-37 .78 


193 


TYR 


c 


-37 .76 


193 


TYR 


0 


-37.97 


194 


ILE 


N 


-37.78 


194 


ILE 


CA 


-38.03 


194 


ILE 


CB 


-36.75 


194 


ILE 


CG2 


-35.65 


194 


ILE 


CGI 


-37.06 


194 


ILE 


CD1 


-35.95 


194 


ILE 


c 


-38.65 


194 


TLB 

Ann 




-3ft 20 


195 


LEU 


N 


-39.71 


195 


LEU 


CA 


-40.40 


195 


LEU 


CB 


-41.91 


195 


LEU 


CG 


-42.77 


195 


LEU 


CD1 


-42.08 


195 


LEU 


CD2 


-44.09 
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TABLE VI 

-13.07 59.31 15.00 

-14.27 57.53 15.00 

-12.63 59.61 15.00 

-13.61 60.35 15.00 

-11.41 60.02 15.00 

-11.14 61.41 15.00 

-11.19 62.29 15.00 

-10.10 61.96 15.00 

-8.71 62.35 15.00 

-7.63 61.27 15.00 

-7.69 60.13 15.00 

-12.07 61.94 15.00 

-12.46 63.11 15.00 

-12.41 61.07 15.00 

-13.26 61.47 15.00 

-14.73 61.13 15.00 

-15.48 61.32 15.00 

-15.16 60.63 15.00 

-16.56 60.28 15.00 

-17.14 61.04 15.00 

-17.29 62.51 15.00 

-16.19 63.36 15.00 

-16.32 64.72 15.00 

-18.51 63.06 15.00 

-18.65 64.42 15.00 

-17.55 65.24 15.00 

-17.71 66.59 15.00 

-16.73 58.80 15.00 

-15.76 58.08 15.00 

-17.99 58.37 15.00 

-18.32 56.99 15.00 

-18.27 56.13 15.00 

-19.10 56.76 15.00 

-18.74 54.72 15.00 

-18.54 53.75 15.00 

-19.70 56.88 15.00 

-20.64 57.51 15.00 

-19.79 56.09 15.00 

-21.04 55.87 15.00 

-20.78 55.71 15.00 

-20.89 56.98 15.00 

-20.31 58.19 15.00 

-20.19 56.75 15.00 
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195 


LEU C 


195 


LEU 0 


196 


MET N 


196 


MET CA 


196 


MET CB 


196 


MET CG 


196 


MET SD 


196 


MET CE 


196 


MET C 


196 


MET 0 


197 


ALA N 


197 


ALA CA 


197 


ALA CB 


197 


ALA C 


197 


ALA 0 


198 


ARG N 


198 


ARG CA 


198 


ARG CB 


198 


ARG CG 


198 


ARG CD 


198 


ARG NE 


198 


ARG CZ 


198 


ARG NH1 


198 


ARG NH2 


198 


ARG C 


198 


ARG 0 


199 


ASN N 


199 


ASN CA 


199 


ASN CB 


199 


ASN CG 


199 


ASN OOl 


199 


ASN ND2 


199 


ASN C 


199 


ASN 0 


200 


LYS N 


200 


LYS CA 


200 


LYS CB 


200 


LYS CG 


200 


LYS CD 


200 


LYS CE 


200 


LYS NZ 


200 


LYS C 


200 


LYS 0 



TABLE 

-39.83 -21.68 

-40.04 -21.19 

-39.05 -22.73 

-38.44 -23.44 

-37.01 -23.80 

-36.11 -22.58 

-34.46 -22.98 

-33.78 -23.75 

-39.27 -24.68 

-40.03 -25.14 

-39.15 -25.19 

-39.91 -26.36 

-39.86 -26.48 

-39.51 -27.69 

-38.33 -28.00 

-40.52 -28.50 

-40.32 -29.81 

-41.08 -29.90 

-41.09 -31.28 

-41.40 -31.21 

-42.71 -30.64 

-43.83 -31.35 

-43.80 -32.66 

-44.97 -30.76 

-40.79 -30.90 

-41.87 -30.81 

-39.97 -31.93 

-40.28 -33.07 

-41.68 -33.62 

-41.76 -34.41 

-42.80 -34.44 

-40.65 -35.05 

-40.08 -32.78 

-40.45 -33.59 

-39.47 -31.65 

-39.18 -31.30 

-39.18 -29.77 

-40.55 -29.15 

-41.24 -29.74 

-42.64 -29.19 

-43.39 -29.98 

-37.80 -31.87 

-36.86 -31.13 



54.62 15.00 

53.51 15.00 

54.81 15.00 

53.70 15.00 
54.04 15.00 
54.16 15.00 
54.73 15.00 
53.28 15.00 
53.38 15.00 
54.23 15.00 
52.16 15.00 
51.72 15.00 

50.19 15.00 
52.36 15.00 
52.50 15.00 
52.67 15.00 
53.28 15.00 
54.60 15.00 
55.23 15.00 

56.71 15.00 
57.00 15.00 
57.04 15.00 
56.80 15.00 
57.34 15.00 
52.34 15.00 
51.76 15.00 

52.20 15.00 

51.33 15.00 
51.60 15.00 
52.90 15.00 
53.57 15.00 
53.28 15.00 
49.85 15.00 
48.99 15.00 
49.54 15.00 
48.16 15.00 
47.95 15.00 
47.76 15.00 
46.54 15.00 

46.34 15.00 
45.32 15.00 
47.84 15.00 
47.56 15.00 
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TABLE VI 



201 


ASN 


N 


-37.66 


-33.19 


48. 01 


15 


.00 


201 
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15 


.00 
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15 


. 00 
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ASN 
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15 


.00 


201 


ASN ND2 
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15 


. 00 


201 


ASN 
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15 


00 


201 


ASN 


0 
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47 . 62 


15 
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N 
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15 


. 00 
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-32.47 
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15 , 


. 00 
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15 
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. 00 
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15, 


, 00 
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. 00 
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, 00 


203 


ALA 


H 


-35.43 


-30.48 


50.10 


15. 


. 00 


203 


ALA 


CA 


-34.36 


-28.88 


49. 17 
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00 
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00 
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00 
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00 
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00 


204 
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-31.68 


-25.71 


50.61 


15. 


00 


204 
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49.47 


15. 


00 
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-29.13 


51.01 


15 


00 


205 
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00 
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w 4 1 X 
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53 .44 
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00 
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-30.02 
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15. 


00 


206 
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N 


-31.43 


-29 .40 


53 .67 


15. 


00 


206 


ILE 


CA 


-31.94 


-29 .18 


55 01 


15 


00 


206 


ILE 


CB 


-33 .46 
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00 


206 


ILE 
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00 
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206 


ILE 
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206 
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00 


206 


ILE 


O 


-31.31 
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00 
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00 


207 


ALA 


CB 


-32.50 


-33.74 
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207 ALA C -30.07 -33.37 56.02 15.00 

207 ALA 0 -29.89 -34.56 56.21 15.00 

208 ASN N -29.11 -32.58 55.55 15.00 
208 ASN CA -27.81 -33.10 55.16 15.00 
208 ASN CB -27.34 -32.39 53.88 15.00 
208 ASN CG -27.15 -33.35 . 52.72 15.00 
208 ASN OD1 -28.12 -33.85 52.15 15.00 
208 ASN ND2 -25.90 -33.60 52.36 15.00 
208 ASN C -26.72 -33.00 56.22 15.00 

208 ASN O -25.66 -33.62 56.10 15.00 

209 LEU N -26.96 -32.22 57.27 15.00 
209 LEU CA -25.96 -32.06 58.31 15.00 
209 LEU CB -24.98 -30.96 57.89 15.00 
209 LEU CG -23.69 -30.69 58.67 15.00 
209 LEU CD1 -22.77 -31.90 58.61 15.00 
209 LEU CD2 -22.99 -29.49 58.09 15.00 
209 LEU C -26.63 -31.70 59.63 15.00 

209 LEU 0 -26.11 -30.91 60.41 15.00 

210 ALA N -27.79 -32.31 59.90 15.00 
210 ALA H -28.15 -32.83 59.17 15.00 
210 ALA CA -28.56 -32.01 61.10 15.00 
210 ALA CB -29.98 -32.52 60.98 15.00 
210 ALA C -27.93 -32.71 62.32 15.00 

210 ALA O -27.23 -33.70 62.23 15.00 

211 SER N -28.20 -32.12 63.50 15.00 
211 SER CA -27.73 -32.66 64.78 15.00 
211 SER CB -26.21 -32.55 64.89 15.00 
211 SER OG -25.79 -31.20 64.98 15.00 
211 SER C -28.38 -31.89 65.92 15.00 

211 SER O -28.93 -30.80 65.72 15.00 

212 PHE N -28.35 -32.47 67.11 15.00 
212 PHE CA -28.93 -31.84 68.28 15.00 
212 PHE CB -30.43 -32.16 68.36 15.00 
212 PHE CG -30.75 -33.63 68.34 15.00 
212 PHE CD1 -31.28 -34.23 67.20 15.00 
212 PHE CD2 -30.55 -34.43 69.48 15.00 
212 PHE CE1 -31.61 -35.57 67.19 15.00 
212 PHE CE2 -30.87 -35.79 69.48 15.00 
212 PHE CZ -31.40 -36.35 68.33 15.00 
212 PHE C -28.17 -32.36 69.50 15.00 

212 PHE O -27.66 -33.48 69.48 15.00 

213 PRO N -28.03 -31.54 70.55 15.00 
213 PRO CD -28.53 -30.16 70.68 15.00 



Vi 
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213 PRO CA 
213 PRO CB 
213 PRO CG 
213 PRO C 

213 PRO O 

214 LYS N 
214 LYS CA 
214 LYS CB 
214 LYS CG 
214 LYS CD 
214 LYS CE 
214 LYS NZ 
214 LYS C 

214 LYS O 

215 MET N 
215 MET CA 
215 MET CB 
215 MET CG 
215 MET SD 
215 MET CE 
215 MET C 
215 MET OT1 

215 MET OT2 

216 HOH OH2 

217 HOH OH2 

218 HOH OH2 

219 HOH OH2 

220 HOH OH2 

221 HOH OH2 

222 HOH OH2 

223 HOH OH2 

224 HOH OH2 

225 HOH OH2 

226 HOH OH2 

227 HOH OH2 

228 HOH OH2 

229 HOH OH2 

230 HOH OH2 

231 HOH OH2 

232 HOH OH2 

233 HOH OH2 

234 HOH OH2 

235 HOH OH2 



-27.32 
-26.95 
-28.16 
-28.20 
-29.42 
-27.58 
-28.32 
-27.85 
-28.28 
-27.98 
-26.48 
-25.86 
-28.17 
-27.07 
-29.28 
-29.29 
-30.27 
-29.79 
-28.97 
-30.38 
-29.67 
-30.25 
-29.39 
-21.96 
-30.77 
-30.16 
-3.64 
-13.18 
-34.51 
-18.02 
-17.01 
-24.38 
0.36 
-13.68 
-46.72 
-45.10 
-39.09 
-35.85 
-19.20 
-30.09 
-27.95 
-21.75 
-30.30 



TABLE VI 

-31.95 
-30.61 
-29.81 
-32.77 
-32.64 
-33.60 
-34.41 
-35.85 
-36.60 
-38.09 
-38.39 
-38.24 
-33.84 
-33.47 
-33.75 
-33.24 
-32.08 
-30.79 
-29.73 
-28.92 
-34.33 
-35.37 
-34.13 
-40.63 
-17.16 
-20.07 
-10.82 
-7.77 
-22.61 
-34.44 
-5.28 
-30.77 
-5.40 
-21.42 
-29.80 
-36.23 
-12.35 
-37.05 
-39.14 
-19.72 
-19.50 i 
-30.29 i 
-2.55 



71.76 
72.38 
72.11 
72.70 
72.69 
73.53 
74.49 
74.47 
73.23 
73.30 
73.31 
74.66 
75.89 
76.29 
76.61 
77.98 
78.11 
77.48 
78.67 
79.43 
78.99 
78.59 
80.20 
81.12 
67.86 
64.02 
59.75 
71.57 
70.17 
65.29 
69.42 
62.26 
64.98 
66.86 
50.41 
56.40 
65.48 
52.41 
66.78 
66.64 
62.38 
62.28 
77.57 
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15. 
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15. 
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15. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 
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00 


15. 
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15. 
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15. 
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00 
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236 


HOH 


OH2 


-33.08 


-28.99 


86.45 


15.00 


237 


HOH 


OH2 


-30.07 


-22.68 


84.37 


15.00 


238 


HOH 


OH2 


-39.83 


-16.82 


48.34 


15.00 


239 


HOH 


OH2 


-34.57 


-24.95 


47.01 


15.00 


240 


HOH 


OH2 


-46.44 


-34.07 


57.12 


15.00 


241 


HOH 


OH2 


-26.91 


-7.02 


56.22 


15.00 


242 


HOH 


OH2 


-42.10 


-15.05 


61.98 


15.00 


243 


HOH 


OH2 


-24.27 


-7.11 


65.05 


15.00 


244 


HOH 


OH2 


-33.44 


-27.69 


70.80 


15.00 


245 


HOH 


OH2 


-40.50 


-27.38 


80.61 


15.00 


246 


HOH 


OH2 


-14.45 


-17.44 


86.64 


15.00 


247 


HOH 


OH2 


-4.86 


-12.23 


73.56 


15.00 


248 


HOH 


OH2 


-10.86 


-20.50 


79.87 


15.00 


249 


HOH 


OH2 


-27.43 


-35.04 


59.25 


15.00 


250 


HOH 


OH2 


-35.26 


-10.90 


53.73 


15.00 


251 


HOH 


OH2 


-31.84 


-29.20 


46.92 


15.00 


252 


HOH 


OH2 


-42.75 


-9.71 


40.49 


15.00 


253 


HOH 


OH2 


-41.27 


-34.56 


56.25 


15.00 


254 


HOH 


OH2 


-44.55 


-15.65 


65.22 


15.00 


255 


HOH 


OH2 


-32.52 


-13.49 


60.73 


15.00 


256 


HOH 


OH2 


-39.73 


-4.62 


63.34 


15.00 


257 


HOH 


OH2 


-25.69 


-11.84 


70.98 


15.00 


258 


HOH 


OH2 


-31.93 


-6.64 


63.98 


15.00 


259 


HOH 


OH2 


-19.62 


-7.72 


62.94 


15.00 


260 


HOH 


OH2 


-33.42 


-20.20 


70.53 


15.00 


261 


HOH 


OH2 


-12.62 


-24.00 


79.04 


15.00 


262 


HOH 


OH2 


-9.78 


-21.46 


77.40 


15.00 


263 


HOH 


OH2 


-6.71 


-27.36 


80.84 


15.00 


264 


HOH 


OH2 


-21.06 


-35.71 


57.19 


15.00 


265 


HOH 


OH2 


-26.47 


-48.97 


59.68 


15.00 


266 


HOH 


OH2 


-14.22 


-32.57 


69.97 


15.00 


267 


HOH 


OH2 


-11.69 


-25.57 


76.63 


15.00 


268 


HOH 


OH2 


-17.38 


-27.79 


86.86 


15.00 


269 


HOH 


OH2 


-22.39 


-37.94 


70.91 


15.00 


270 


HOH 


OH2 


-10.44 


-11.32 


63.69 


15.00 


271 


HOH 


OH2 


-8.66 


-22.33 


72.95 


15.00 


272 


HOH 


OH2 


-29.93 


-20.17 


48.73 


15.00 


273 


HOH 


OH2 


-22.92 


-30.27 


39.30 


15.00 


274 


HOH 


OH2 


-33.19 


-37.20 


49.46 


15.00 


275 


HOH 


OH2 


-28.10 


-25.82 


41.06 


15.00 


276 


HOH 


OH2 


-35.93 


-29.91 


44.54 


15.00 


277 


HOH 


OH2 


-37.76 


-30.41 


51.24 


15.00 



WO 97/16177 



TABLE VD 



PCI7US96/17512 



Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor 4-[N- 
[ (phenylmethoxy ) carbonyl ] -L-leucyl ] -1- [N- 
[ ( phenylmethoxy) carbonyl ] -L-leucyl] -3- 
pyrrolidinone. 

Residue Atom X Y Z B 



1 


ALA 


CB 


-46.25 


-39.17 


62.96 


30.60 


1 


ALA 


C 


-47.93 


-37.51 


63 .80 


29.74 


1 


ALA 


0 


-49.14 


-37.57 


63.58 


32.13 


1 


ALA 


N 


-48.18 


-39.83 


64.36 


28.23 


1 


ALA 


CA 


-47.15 


-38.78 


64.13 


28.86 


2 


PRO 


N 


-47.26 


-36.34 


63.80 


27.19 


2 


PRO 


CD 


-45.94 


-36.10 


64.40 


26.45 


2 


PRO 


CA 


-47.92 


-35.06 


63.50 


27.01 


2 


PRO 


CB 


-47.28 


-34.10 


64.52 


26.65 


2 


PRO 


CG 


-46.25 


-34.95 


65.31 


27.69 


2 


PRO 


C 


-47.73 


-34.52 


62.09 


26.37 


2 


PRO 


O 


-46.67 


-34.70 


61.50 


26.53 


3 


ASP 


N 


-48.76 


-33 .86 


61.58 


26.63 


3 


ASP 


CA 


-48.73 


-33.23 


60.26 


24.49 


3 


ASP 


CB 


-50.14 


-33.03 


59.69 


23 .94 


3 


ASP 


CG 


-50.75 


-34.32 


59 17 


24 73 


3 


ASP 


OD1 


-50.19 


-34.88 


58.21 


31.10 


3 


ASP 


0D2 


-51.79 


-34.76 


59.71 


23.79 


3 


ASP 


C 


-48.03 


-31.88 


60.39 


24.62 


3 


ASP 


O 


-47.08 


-31.59 


59.67 


23.92 


4 


SER 


N 


-48.55 


-31.04 


61.28 


24.05 


4 


SER 


CA 


-47.98 


-29.72 


61.55 


22.83 


4 


SER 


CB 


-49.04 


-28.62 


61.52 


23.29 


4 


SER 


OG 


-49.84 


-28.70 


60.36 


24.54 


4 


SER 


C 


-47.30 


-29.75 


62.91 


23.31 


4 


SER 


0 


-47.71 


-30.51 


63.79 


26.63 


5 


VAL 


N 


-46.27 


-28.92 


63.09 


24.43 


5 


VAL 


CA 


-45.52 


-28.80 


64.34 


22.41 


5 


VAL 


CB 


-44.44 


-29.91 


64.50 


24.60 


5 


VAL 


CGI 


-43.39 


-29.50 


65.53 


19.58 


5 


VAL 


CG2 


-45.09 


-31.22 


64.94 


26.54 


5 


VAL 


C 


-44.80 


-27.45 


64.30 


22.72 
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5 VAL 0 


-44.23 


6 ASP N 


-44.80 


6 ASP CA 


-44.17 


6 ASP CB 


-45.15 


6 ASP CG 


-44.49 


6 ASP 001 


-43.28 


6 ASP 0D2 


-45.20 


6 ASP C 


-43.67 


6 ASP 0 


-44.45 


7 TYR N 


-42.37 


7 TYR CA 


-41.82 


7 TYR CB 


-40.44 


7 TYR CG 


-40.51 


7 TYR CD1 


-40.50 


7 TYR CE1 


-40.61 


7 TYR CD2 


-40.62 


7 TYR CE2 


-40.72 


7 TYR CZ 


-40.72 


7 TYR OH 


-40.84 


7 TYR C 


-41.77 


7 TYR 0 


-41.12 


8 ARG N 


-42.39 


8 ARG CA 


-42.44 


8 ARG CB 


-42.56 


8 ARG CG 


-41.27 


8 ARG CD 


-41.41 


8 ARG NE 


-42.40 


8 ARG CZ 


-42.59 


8 ARG NH1 


-41.85 


8 ARG NH2 


-43.50 


8 ARG C 


-43.64 


8 ARG 0 


-43.52 


9 LYS N 


-44.77 


9 LYS CA 


-46.01 


9 LYS CB 


-47.21 


9 LYS CG 


-47.27 


9 LYS CD 


-48.31 


9 LYS CE 


-49.69 


9 LYS NZ 


-50.71 


9 LYS C 


-46.01 


9 LYS 0 


-47.06 


10 LYS N 


-44.81 
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TABLE VH 

-27.09 63.27 24.78 

-26.74 65.41 22.25 

-25.43 65.48 20.13 

-24.34 65.04 20.94 

-22.99 64.81 19.46 

-22.84 65.12 15.02 

-22.09 64.31 15.42 

-25.17 66.88 20.15 

-24.78 67.74 26.96 

-25.32 67.10 20.70 

-25.08 68.42 19.50 

-25.71 68.58 22.46 

-27.21 68.76 22.69 

-27.78 70.03 24.39 

-29.16 70.20 23.01 

-28.05 67.66 17.84 

-29.42 67.82 17.55 

-29.97 69.08 16.70 

-31.33 69.22 21.92 

-23.62 68.78 18.59 

-23.25 69.75 23.10 

-22.78 67.96 16.73 

-21.36 68.25 17.40 

-20.52 66.98 19.28 

-20.40 66.17 22.66 

-19.48 64.98 14.98 

-19.99 64.04 17.92 

-19.53 62.81 22.05 

-18.52 62.36 24.53 

-20.10 62.03 26.01 

-21.14 69.17 15.35 

-20.55 70.24 14.09 

-21.73 68.79 13.90 

-21.63 69.54 13.24 

-21.84 68.62 10.93 

-20.83 67.48 16.03 

-21.19 66.44 13.55 

-21.20 67.04 17.52 

-21.24 65.97 18.86 

-22.61 70.70 15.37 

-23.10 71.14 15.03 

-22.90 71.19 17.15 
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14 


THR 


CG2 


-34 . 09 


14 


THR 


C 


-35.73 


14 


THR 


0 


-36.01 


15 


PRO 


N 


-35.50 


15 


PRO 


CD 


-35.15 


15 


PRO 


CA 


-35.56 


15 


PRO 


CB 


-35.29 



TABLE VH 

-23.82 72.31 14.97 

-25.19 71.81 13.68 

-26.06 71.14 17.87 

-27.44 70.87 17.96 

-28.49 70.71 22.08 

-29.82 70.35 25.39 

-23.20 73.23 10.83 

-23.82 74.19 9.39 

-22.01 72.88 11.15 

-21.35 73.70 14.48 

-21.99 73.69 15.75 

-21.75 74.60 16.24 

-22.80 72.67 16.05 

-23.44 72.59 15.26 

-24.83 71.96 16.85 

-25.90 72.80 12.79 

-26.04 72.82 12.72 

-27.07 73.52 16.82 

-26.82 73.50 18.15 

-27.86 74.20 21.62 

-27.98 74.20 19.19 

-29.03 74.89 22.22 

-22.61 71.81 16.45 

-22.92 71.82 18.97 

-21.55 71.16 16.26 

-20.71 70.34 17.11 

-20.58 68.90 17.86 

-20.07 67.96 18.97 

-21.92 68.41 19.17 

-19.31 70.89 16.02 

-18.51 71.14 16.61 

-19.01 71.03 15.90 

-17.71 71.53 20.92 

-17.77 72.04 22.63 

-18.11 70.97 28.59 

-18.78 73.17 23.81 

-16.67 70.41 25.69 

-17.02 69.26 28.47 

-15.37 70.73 28.26 

-14.82 72.05 27.19 

-14.29 69.73 23.60 

-13.04 70.58 24.84 
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TABLE VH 

15 PRO CG -34.43 -13.55 71.68 26.75 

15 PRO C -34.53 -14.44 68.62 19.41 

15 PRO O -33.43 -14.94 68.84 15.67 

16 VAL N -34.90 -13.96 67.43 16.42 
16 VAL CA -34.03 -14.06 66.27 12.13 
16 VAL CB -34.77 -13.71 64.95 9.20 
16 VAL CGI -33.84 -13.89 63.77 7.84 
16 VAL CG2 -36.01 -14.56 64.78 6.59 
16 VAL C -32.81 -13.16 66.39 11.22 

16 VAL O -32.93 -11.94 66.44 11.47 

17 LYS N -31.65 -13.79 66.45 10.35 
17 LYS CA -30.39 -13.07 66.55 9.97 
17 LYS CB -29.31 -13.93 67.22 14.75 
17 LYS CG -29.17 -13.71 68.75 10.18 
17 LYS CD -30.45 -14.02 69.52 5.48 
17 LYS CE -30.69 -15.51 69.66 15.18 
17 LYS NZ -29.75 -16.23 70.59 13.03 
17 LYS C -29.98 -12.57 65.16 9.61 

17 LYS O -30.72 -12.73 64.20 9.93 

18 ASN N -28.76 -12.05 65.05 8.91 
18 ASN CA -28.28 -11.47 63.80 8.23 
18 ASN CB -28.78 -10.03 63.72 10.88 
18 ASN CG -28.51 -9.36 62.39 13.91 
18 ASN OD1 -27.51 -9.63 61.72 9.48 
18 ASN ND2 -29.40 -8.44 62.03 13.48 
18 ASN C -26.75 -11.54 63.75 8.02 

18 ASN O -26.07 -10.64 64.22 13.56 

19 GLN N -26.22 -12.59 63.14 7.59 
19 GLN CA -24.78 -12.81 63.06 9.07 
19 GLN CB -24.50 -14.08 62.26 11.76 
19 GLN CG -24.91 -14.00 60.81 10.58 
19 GLN CD -24.73 -15.33 60.11 10.05 
19 GLN OE1 -25.69 -16.07 59.88 8.08 
19 GLN NE2 -23.49 -15.66 59.80 3.31 
19 GLN C -23.84 -11.70 62.60 12.84 

19 GLN O -22.65 -11.71 62.95 14.67 

20 GLY N -24.33 -10.75 61.81 9.97 
20 GLY CA -23.45 -9.68 61.35 9.75 
20 GLY C -22.40 -10.16 60.37 9.12 

20 GLY O -22.56 -11.21 59.74 14.46 

21 GLN N -21.32 -9.40 60.20 10.42 
21 GLN CA -20.28 -9.80 59.25 13.95 
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21 
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CG 
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CD 
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OE1 
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-19.86 
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CYS 


CA 
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CB 
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SG 
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0 
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Cll 


-23.57 


25 
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C12 
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25 


INH 


C13 


-24.79 



TABLE VII 

-8.58 58.66 13.14 

-7.79 57.65 12.44 

-8.61 56.41 13.48 

-9.15 55.76 14.90 

-8.71 56.08 9.41 

-10.83 59.81 15.26 

-10.64 59.79 16.33 

-11.93 60.29 17.72 

-13.04 60.86 16.36 

-14.31 60.40 16.07 

-14.39 60.44 8.26 

-12.91 62.40 16.53 

-14.33 63.35 15.48 

-15.25 59.83 16.86 

-16.52 59.35 14.89 

-17.49 60.52 13.50 

-18.45 60.61 11.64 

-17.20 61.41 13.66 

-17.99 62.61 14.12 

-17.10 63.84 17.06 

-15.88 63.67 19.58 

-18.67 62.64 14.42 

-19.12 63.69 15.12 

-18.77 61.48 15.74 

-19.38 61.40 12.45 

-19.48 59.92 17.82 

-20.34 58.77 15.84 

-20.73 62.12 12.21 

-21.09 62.66 8.88 

-10.18 57.23 37.63 

-10.64 57.58 37.16 

-11.61 56.79 34.05 

-12.12 55.64 32.87 

-11.65 55.30 36.05 

-10.68 56.09 37.28 

-13.16 54.79 31.70 

-14.24 55.46 33.18 

-15.65 55.36 32.90 

-16.33 56.19 27.65 

-17.64 54.11 33.43 

-17.98 52.63 29.93 

-17.58 51.82 30.09 
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25 
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-19.08 


25 
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25 
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25 
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26 
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26 


TRP CH2 
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TABLE VH 

-16.08 51.57 28.76 

-18.31 50.53 33.84 

-18.24 54.80 34.35 

-18.25 54.27 39.78 

-18.72 56.02 35.16 

-19.29 56.85 29.32 

-16.20 54.33 34.33 

-20.68 56.54 29.68 

-19.32 58.29 26.25 

-18.20 58.72 26.33 

-26.50 60.06 25.12 

-25.19 59.68 26.39 

-24.48 58.91 25.10 

-25.07 58.52 23.88 

-26.37 58.90 24.81 

-27.09 59.67 23.22 

-24.31 57.66 25.64 

-24.94 56.63 26.66 

-24.84 56.56 24.33 

-25.66 55.96 24.89 

-23.56 57.26 25.72 

-24.78 57.78 22.12 

-25.75 56.80 16.61 

-25.25 56.41 15.08 

-27.08 57.47 16.77 

-22.41 58.25 28.82 

-22.62 59.45 37.25 

-21.18 57.82 28.59 

-20.17 58.81 27.26 

-23.81 57.20 25.99 

-21.45 62.14 14.10 

-22.74 62.82 15.29 

-23.38 62.56 12.22 

-22.49 62.90 15.74 

-22.52 64.10 17.65 

-21.51 63.98 15.49 

-23.30 65.27 18.53 

-21.49 62.14 16.57 

-20.90 62.77 17.92 

-21.26 64.98 13.72 

-23.05 66.26 16.53 

-22.04 66.11 15.09 
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TABLE VE 

33 ALA CA -30.82 -26.50 69.12 13.15 

33 ALA CB -29.82 -27.42 68.47 10.51 

33 ALA C -30.86 -26.73 70.64 14.58 

33 ALA O -31.87 -27.19 71.19 12.75 

34 LEU N -29.75 -26.39 71.29 12.77 
34 LEU CA -29.62 -26.51 72.73 12.38 
34 LEU CB -28.26 -26.01 73.20 4.32 
34 LEU CG -27.04 -26.64 72.57 4.80 
34 LEU CD1 -25.82 -25.86 72.95 6.27 
34 LEU CD2 -26.92 -28.09 73.01 4.63 
34 LEU C -30.73 -25.73 73.43 16.38 

34 LEU 0 -31.32 -26.22 74.39 18.32 

35 GLU N -31.00 -24.53 72.95 15.34 
35 GLU CA -32.03 -23.71 73.54 15.20 
35 GLU CB -32.17 -22.38 72.81 12.21 
35 GLU CG -30.92 -21.55 72.88 18.17 
35 GLU CD -31.07 -20.22 72.17 21.50 
35 GLU OE1 -31.87 -20.14 71.21 23.90 
35 GLU OE2 -30.40 -19.25 72.57 22.09 
35 GLU C -33.37 -24.43 73.60 18.81 

35 GLU O -34.06 -24.37 74.62 23.06 

36 GLY N -33.73 -25.11 72.52 19.33 
36 GLY CA -35.00 -25.83 72.48 19.77 
36 GLY C -34.96 -27.02 73.42 21.74 

36 GLY O -35.97 -27.38 74.05 18.02 

37 GLN N -33.79 -27.63 73.53 23.70 
37 GLN CA -33.61 -28.77 74.41 23.25 
37 GLN CB -32.27 -29.48 74.15 22.37 
37 GLN CG -32.08 -29.98 72.71 26.26 
37 GLN CD -33.38 -30.28 71.94 30.06 
37 GLN OE1 -34.20 -31.11 72.36 29.64 
37 GLN NE2 -33.58 -29.57 70.83 31.26 
37 GLN C ' -33.73 -28.32 75.86 24.67 

37 GLN O -34.51 -28.89 76.62 25.08 

38 LEU N -32.99 -27.27 76.22 22.29 
38 LEU CA -33.04 -26.73 77.57 23.08 
38 LEU CB -32.20 -25.46 77.70 21.38 
38 LEU CG -32.11 -24.78 79.07 17.48 
38 LEU CD1 -31.77 -25.77 80.17 13.71 
38 LEU CD2 -31.07 -23.68 78.99 17.90 
38 LEU C -34.47 -26.46 77.99 24.35 
38 LEU O -34.92 -26.97 79.01 26.24 
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TABLE VH 

-25.71 77.17 26.25 

-25.41 77.47 28.16 

-24.61 76.34 28.65 

-23.65 76.81 27.61 

-24.37 77.25 27.20 

-23.40 77.70 26.81 

-24.12 78.05 28.10 

-26.69 77.76 26.01 

-26.70 78.60 25.82 

-27.77 77.11 26.61 

-29.03 77.34 27.03 

-29.93 76.11 28.30 

-31.06 76.16 29.91 

-31.77 74.82 29.72 

-32.83 74.61 26.31 

-33.61 73.37 31.45 

-29.72 78.56 25.36 

-30.32 79.35 23.91 

-29.57 78.73 25.39 

-30.20 79.84 25.65 

-30.06 79.66 24.57 

-30.84 80.67 20.75 

-32.34 80.50 26.88 

-33.13 81.15 28.72 

-32.85 82.61 29.46 

-29.67 81.19 25.70 

-30.44 82.06 23.51 

-28.35 81.34 26.91 

-27.67 82.58 25.94 

-26.77 83.03 26.05 

-25.58 82.23 27.18 

-27.49 82.85 28.99 

-26.78 82.52 25.00 

-26.43 83.55 28.90 

-26.35 81.32 24.41 

-25.48 81.19 21.01 

-24.02 81.13 19.83 

-23.10 81.08 14.91 

-23.82 81.15 22.11 

-22.50 81.10 24.14 

-22.38 82.17 26.33 

-22.19 83.60 25.46 
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TABLE VH 

44 LYS CD -34.54 -22.37 84.69 26.23 

44 LYS CE -33.36 -21.39 84.56 26.78 

44 LYS NZ -32.26 -21.89 83.66 25.35 

44 LYS C -35.63 -22.16 79.70 22.98 

44 LYS O -34.86 -22.92 79.12 25.51 

45 LEU N -36.06 -21.02 79.17 20.83 
45 LEU CA -35.68 -20.55 77.84 14.37 
45 LEU CB -36.93 -20.19 77.03 6.57 
45 LEU CG -36.73 -19.98 75.54 7.56 
45 LEU CD1 -36.34 -21.28 74.88 7.35 
45 LEU CD2 -38.01 -19.44 74.92 7.68 
45 LEU C -34.73 -19.36 77.92 12.93 

45 LEU 0 -35.17 -18.22 78.02 12.18 

46 LEU N -33.43 -19.62 77.91 12.78 
46 LEU CA -32.45 -18.55 77.99 16.27 
46 LEU CB -31.57 -18.68 79.23 17.06 
46 LEU CG -32.20 -18.84 80.61 22.73 
46 LEU CD1 -33.29 -17.80 80.80 27.00 
46 LEU CD2 -32.76 -20.25 80.75 24.49 
46 LEU C -31.59 -18.55 76.75 19.40 

46 LEU O -31.38 -19.61 76.15 22.78 

47 ASN N -31.05 -17.39 76.39 19.21 
47 ASN CA -30.18 -17.27 75.21 16.88 
47 ASN CB -30.12 -15.82 74.70 17.63 
47 ASN CG -31.41 -15.38 74.02 19.44 
47 ASN OD1 -32.47 -15.31 74.64 24.63 
47 ASN ND2 -31.33 -15.04 72.74 18.95 
47 ASN C -28.78 -17.79 75.50 14.05 

47 ASN 0 -28.08 -17.23 76.36 11.81 

48 LEU N -28.39 -18.87 74.83 12.40 
48 LEU CA -27.05 -19.46 74.97 13.22 
48 LEU CB -27.02 -20.94 74.58 14.23 
48 LEU CG -27.64 -22.02 75.50 16.25 
48 LEU CD1 -26.96 -22.02 76.87 20.21 
48 LEU CD2 -29.13 -21.80 75.67 14.71 
48 LEU C -26.08 -18.63 74.14 13.45 

48 LEU 0 -26.51 -17.85 73.29 17.95 

49 SER N -24.78 -18.80 74.36 15.33 
49 SER CA -23.79 -17.98 73.65 13.70 
49 SER CB -22.77 -17.41 74.65 14.72 
49 SER OG -21.73 -16.68 74.02 13.12 
49 SER C -23.05 -18.50 72.42 14.35 
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TABLE VE 

49 SER O -22.14 -19.33 72.52 15.35 

50 PRO N -23.38 -17.93 71.24 13.10 
50 PRO CD -24.49 -16.99 71.00 13.10 
50 PRO CA -22.73 -18.30 69.99 8.82 
50 PRO CB -23.41 -17.39 68.98 10.23 
50 PRO CG -24.79 -17.23 69.54 10.20 
50 PRO C -21.25 -17.95 70.09 7.83 

50 PRO O -20.40 -18.65 69.56 7.76 

51 GLN N -20.96 -16.86 70.80 8.14 
51 GLN CA -19.59 -16.38 70.97 8.89 
51 GLN CB -19.58 -14.99 71.62 12.14 
51 GLN CG -18.31 -14.16 71.33 13.72 
51 GLN CD -18.18 -13.71 69.87 12.95 
51 GLN OE1 -19.12 -13.18 69.27 10.44 
51 GLN NE2 -16.99 -13.89 69.30 6.01 
51 GLN C -18.70 -17.34 71.74 8.59 

51 GLN O -17.49 -17.46 71.45 8.17 

52 ASN N -19.27 -18.03 72.72 6.61 
52 ASN CA -18.50 -19.01 73.49 6.19 
52 ASN CB -19.36 -19.58 74.62 6.41 
52 ASN CG -18.70 -20.74 75.34 7.63 
52 ASN OD1 -19.39 -21.64 75.81 9.07 
52 ASN ND2 -17.39 -20.70 75.48 4.94 
52 ASN C -18.04 -20.09 72.50 9.66 

52 ASN O -16.89 -20.56 72.54 9.03 

53 LEU N -18.94 -20.43 71.58 10.50 
53 LEU CA -18.69 -21.42 70.54 7.20 
53 LEU CB -20.01 -21.83 69.89 6.76 
53 LEU CG -20.74 -23.04 70.49 12.00 
53 LEU CD1 -20.47 -23.19 71.98 14.61 
53 LEU CD2 -22.22 -22.93 70.21 8.55 
53 LEU C -17.69 -20.92 69.49 6.03 

53 LEU O -16.75 -21.63 69.14 4.01 

54 VAL N -17.87 -19.70 69.01 2.00 
54 VAL CA -16.99 -19.14 68.00 6.81 
54 VAL CB -17.34 -17.67 67.64 7.05 
54 VAL CGI -16.27 -17.07 66.74 13.23 
54 VAL CG2 -18.66 -17.58 66.93 5.36 
54 VAL C -15.55 -19.15 68.47 12.15 

54 VAL O -14.66 -19.63 67.76 16.44 

55 ASP N -15.32 -18.59 69.65 15.93 
55 ASP CA -13.98 -18.48 70.22 17.26 



WO 97/16177 



PCT/US96/17512 



55 ASP CB 


-13.98 


55 ASP CG 


-14.33 


55 ASP OD1 


-14.48 


55 ASP OD2 


-14.44 


55 ASP C 


-13.37 


55 ASP 0 


-12.18 


56 CYS N 


-14.18 


56 CYS CA 


-13.75 


56 CYS C 


-13.66 


56 CYS 0 


-13.00 


56 CYS CB 


-14.52 


56 CYS SG 


-14.48 


57 VAL N 


-14.31 


57 VAL CA 


-14.24 


57 VAL CB 


-15.48 


57 VAL CGI 


-15.37 


57 VAL CG2 


-16.75 


57 VAL C 


-13.02 


57 VAL O 


•^13. 04 


58 SER N 


-11.96 


58 SER CA 


-10.72 


58 SER CB 


-9.59 


58 SER OG 


-9.92 


58 SER C 


-10.84 


58 SER 0 


-10.00 


59 GLU N 


-11.83 


59 GLU CA 


-12.04 


59 GLU CB 


-12.88 


59 GLU CG 


-12.48 


59 GLU CD 


-13.08 


59 GLU OE1 


-14.32 


59 GLU OE2 


-12.31 


59 GLU C 


-12.69 


59 GLU 0 


-12.56 


60 ASN N 


-13.43 


60 ASN CA 


-14.11 


60 ASN CB 


-15.49 


60 ASN CG 


-16.43 


60 ASN OD1 


-17.46 


60 ASN ND2 


-16.09 


60 ASN C 


-13.27 


60 ASN O 


-12.25 



TABLE VH 

-17.47 71.37 19.77 

-16.06 70.94 22.96 

-15.78 69.72 24.84 

-15.21 71.84 23.39 

-19.78 70.72 18.42 

-20.06 70.49 12.75 

-20.55 71.43 20.14 

-21.79 72.06 19.35 

-23.12 71.30 16.79 

-24.05 71.77 19.07 

-21.96 73.37 17.64 

-20.45 74.39 15.52 

-23.23 70.14 14.99 

-24.47 69.38 12.09 

-24.72 68.51 9.25 

-26.09 67.85 2.60 

-24.62 69.34 5.09 

-24.48 68.47 12.69 

-23.91 67.39 15.30 

-25.14 68.92 15.12 

-25.21 68.15 18.94 

-25.78 69.00 21.08 

-27.07 69.49 20.89 

-25.98 66.83 19.38 

-25.81 65.94 21.21 

-26.87 66.74 21.74 

-27.68 65.53 20.63 

-28.94 65.82 20.59 

-29.76 67.06 21.89 

-29.21 68.37 21.83 

-29.11 68.47 25.51 

-28.90 69.30 26.68 

-26.87 64.41 19.86 

-27.21 63.23 21.27 

-25.83 64.79 16.86 

-24.97 63.83 10.64 

-24.61 64.33 2.00 

-25.78 64.27 6.50 

-25.83 64.96 3.71 

-26.75 63.42 3.21 

-23.76 63.49 13.09 

-23.51 64.13 14.35 
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TABLE VH 

-23.01 62.46 14.85 

-21.86 62.02 15.28 

-21.86 60.51 21.27 

-22.08 60.07 23.24 

-21.08 59.84 26.41 

-23.25 59.97 20.64 

-20.50 62.51 15.18 

-19.47 62.01 13.47 

-20.50 63.48 15.64 

-19.25 64.03 15.74 

-18.55 63.07 17.26 

-19.10 62.72 19.72 

-17.35 62.64 19.00 

-16.62 61.70 18.17 

-17.19 60.29 19.74 

-16.86 59.41 22.59 

-15.11 61.73 16.37 

-14.21 63.25 14.06 

-18.05 60.09 17.99 

-18.67 58.79 15.84 

-19.92 58.60 17.59 

-20.66 57.63 19.05 

-20.15 59.53 18.26 

-21.31 59.44 12.24 

-22.45 60.34 10.78 

-22.47 60.83 9.37 

-23.40 60.53 8.77 

-24.56 61.36 8.46 

-25.55 61.24 10.14 

-25.29 60.51 9.60 

-26.70 61.88 12.33 

-27.73 61.84 14.13 

-29.12 61.49 14.00 

-29.22 60.13 16.82 

-29.29 58.96 19.29 

-29.37 57.70 19.34 

-29.24 60.02 17.85 

-29.32 58.77 21.15 

-29.39 57.61 22.41 

-29.42 56.38 22.94 

-27.77 63.20 12.95 

-27.61 64.23 14.93 
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TABLE VH 

68 MET N -21.75 -27.98 63.19 14.10 

68 MET CA -22.51 -28.01 64.44 11.02 

68 MET CB -24.02 -28.04 64.18 7.28 

68 MET CG -24.57 -26.75 63.53 12.57 

68 MET SD -24.82 -26.81 61.72 9.43 

68 MET CE -23.29 -26.23 61.15 5.50 

68 MET C -22.07 -29.15 65.34 10.25 

68 MET O -21.98 -28.98 66.55 9.78 

69 THR N -21.74 -30.30 64.76 11.11 
69 THR CA -21.31 -31.45 65.54 9.38 
69 THR CB -21.06 -32.69 64.65 7.39 
69 THR OG1 -20.19 -32.36 63.55 6.10 
69 THR CG2 -22.39 -33.24 64.11 6.49 
69 THR C -20.08 -31.11 66.39 8.98 

69 THR O -20.06 -31.41 67.57 15.86 

70 ASN N -19.09 -30.44 65.81 5.69 
70 ASN CA -17.89 -30.06 66.55 7.38 
70 ASN CB -16.87 -29.34 65.67 9.34 
70 ASN CG -16.43 -30.17 64.49 11.35 
70 ASN OD1 -16.13 -29.63 63.43 13.75 
70 ASN ND2 -16.38 -31.48 64.66 13.26 
70 ASN C -18.26 -29.15 67.71 9.60 

70 ASN O -17.68 -29.25 68.79 10.75 

71 ALA N -19.24 -28.28 67.47 12.80 
71 ALA CA -19.72 -27.33 68.48 15.69 
71 ALA CB -20.62 -26.29 67.84 12.87 
71 ALA C -20.48 -28.04 69.59 16.01 

71 ALA O -20.50 -27.56 70.72 18.32 

72 PHE N -21.14 -29.14 69.25 15.89 
72 PHE CA -21.91 -29.90 70.23 15.72 
72 PHE CB -22.88 -30.85 69.53 12.85 
72 PHE CG -24.07 -30.17 68.91 10.89 
72 PHE CD1 -24.61 -29.03 69.48 13.23 
72 PHE CD2 -24.69 -30.70 67.78 13.69 
72 PHE CE1 -25.75 -28.43 68.93 14.17 
72 PHE CE2 -25.83 -30.10 67.23 11.57 
72 PHE CZ -26.36 -28.96 67.80 8.27 
72 PHE C -20.93 -30.66 71.11 17.93 

72 PHE O -20.98 -30.59 72.34 16.27 

73 GLN N -20.01 -31.36 70.44 19.40 
73 GLN CA -18.97 -32.16 71.08 19.37 
73 GLN CB -18.09 -32.78 70.00 17.22 
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73 GLN CG 


-16.99 


73 GLN CD 


-16.30 


73 GLN OE1 


-16.73 


73 GLN NE2 


-15.24 


73 GLN C 


-18.15 


73 GLN 0 


-17.74 


74 TYR N 


-17.92 


74 TYR CA 


-17.16 


74 TYR CB 


-16.90 


74 TYR CG 


-16.82 


74 TYR CD1 


-15. 63 


74 TYR CE1 


-15.59 


74 TYR CD2 


-17 .97 


74 TYR CE2 


-17.94 


74 TYR CZ 


-16.75 


74 TYR OH 


-16.74 


74 TYR C 


-17.93 


74 TYR 0 


-17.38 


75 VAL N 


-19.21 


75 VAL CA 


-20.05 


75 VAL CB 


-21.50 


75 VAL CGI 


-22 .42 


75 VAL CG2 


-21.54 


75 VAL C 


-20.05 


75 VAL 0 


-20.35 


76 GLN N 


-19.74 


76 GLN CA 


-19.69 


76 GLN CB 


-19.98 


76 GLN CG 


-19.90 


76 GLN CD 


-20.05 


76 GLN OE1 


-19 .33 


76 GLN NE2 


-20 . 98 


76 GLN C 


-18 33 


76 GLN 0 


-18.25 


77 LYS N 


-17.25 


77 LYQ PA 


Q1 


77 LYS CB 


-14.84 


77 LYS CG 


-14.75 


77 LYS CD 


-13.48 


77 LYS CE 


-13.38 


77 LYS NZ 


-12.02 


77 LYS C 


-15.58 



TABLE VH 

-33.70 70.46 19.79 

-34.36 69.27 20.51 

-35.40 68.78 22.61 

-33.72 68.75 18.71 

-31.29 72.03 20.01 

-31.75 73.10 20.37 

-30.04 71.65 18.39 

-29.12 72.48 15.45 

-27.79 71.73 13.54 

-26.58 72.63 12.20 

-26.22 73.26 10.63 

-25.18 74.18 11.99 

-25.84 72.93 9.97 

-24.79 73.84 7.22 

-24.47 74.47 11.24 

-23.48 75.43 17.85 

-28.93 73.80 12.38 

-29.14 74.87 15.74 

-28.60 73.71 11.39 

-28.38 74.88 11.24 

-28.06 74.44 8.02 

-27.95 75.64 6.92 

-26.76 73.66 9.76 

-29.59 75.83 16.34 

-29.45 77.03 11.43 

-30.76 75.28 18.49 

-32.02 76.03 17.15 

-33.22 75.11 16.55 

-34.60 75.78 17.80 

-35.78 74.81 16.42 

-35.89 73.81 12.60 

-36.68 75.12 11.09 

-32.15 76.71 17.72 

-32.28 77.92 19.51 

-32.04 75.94 18.51 

-32.16 76.50 18.56 

-32.18 75.41 18.21 

-33.47 74.62 18.16 

-33.47 73.77 21.11 

-34.69 72.84 22.51 

-34.81 72.23 21.73 

-31.08 77.52 20.04 
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TABLE VH 

77 LYS O -14.76 -31.29 78.42 21.61 

78 ASN N -16.20 -29.91 77.36 20.45 
78 ASN CA -15.96 -28.79 78.27 19.68 
78 ASN CB -15.88 -27.47 77.50 18.78 
78 ASN CG -15.19 -26.36 78.30 19.30 
78 ASN OD1 -13.97 -26.34 78.44 16.41 
78 ASN ND2 -15.98 -25.40 78.79 20.55 
78 ASN C -17.03 -28.73 79.35 18.44 

78 ASN O -17.03 -27.83 80.18 20.10 

79 ARG N -17.96 -29.68 79.32 16.26 
79 ARG CA -19.04 -29.74 80.30 16.53 
79 ARG CB -18.53 -30.31 81.63 16.34 
79 ARG CG -17.65 -31.54 81.47 17.65 
79 ARG CD -16.99 -31.93 82.78 19.26 
79 ARG NE -16.03 -33.01 82.58 21.25 
79 ARG CZ -14.74 -32.82 82.27 24.36 
79 ARG NH1 -14.27 -31.59 82.11 27.69 
79 ARG NH2 -13.93 -33.86 82.13 18.73 
79 ARG C -19.74 -28.39 80.51 14.94 

79 ARG 0 -19.91 -27.95 81.64 14.77 

80 GLY N -20.12 -27.73 79.42 16.45 
80 GLY CA -20.82 -26.46 79.56 14.39 
80 GLY C -20.59 -25.34 78.56 13.10 

80 GLY O -19.49 -25.18 78.00 10.43 

81 ILE N -21.64 -24.54 78.38 9.15 
81 ILE CA -21.62 -23.39 77.50 7.25 
81 ILE CB -22.39 -23.68 76.19 6.85 
81 ILE CG2 -23.87 -23.89 76.48 4.07 
81 ILE CGI -22.16 -22.55 75.18 8.21 
81 ILE CD1 -23.07 -22.63 73.97 11.83 
81 ILE C -22.27 -22.21 78.25 8.64 

81 ILE O -23.29 -22.38 78.94 9.51 

82 ASP N -21.68 -21.03 78.13 11.32 
82 ASP CA -22.20 -19.84 78.81 12.61 
82 ASP CB -21.14 -18.75 78.92 10.86 
82 ASP CG -19.95 -19.18 79.72 10.55 
82 ASP OD1 -18.81 -18.86 79.31 8.90 
82 ASP OD2 -20.14 -19.86 80.74 14.89 
82 ASP C -23.46 -19.26 78.19 12.50 

82 ASP O -23.92 -19.70 77.14 15.36 

83 SER N -24.03 -18.28 78.87 11.91 
83 SER CA -25.23 -17.61 78.39 12.55 
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83 


SER CB 


-26.14 


83 


SER OG 


-25.48 


83 


SER C 


-24.78 


83 


SER 0 


-23.59 


84 


GLU N 


-25.71 


84 


GLU CA 


-25.33 


84 


GLU CB 


-26.47 


84 


GLU CG 


-26.29 


84 


GLU CD 


-25.09 


84 


GLU OE1 


-24.88 


84 


GLU OE2 


-24.38 


84 


GLU C 


-24.86 


84 


GLU 0 


-23.85 


85 


ASP N 


-25.57 


85 


ASP CA 


-25.21 


85 


ASP CB 


-26.05 


85 


ASP CG 


-27.47 


85 


ASP OOl 


-28.43 


85 


ASP OD2 


-27.63 


85 


ASP C 


-23.73 


85 


ASP 0 


-22.98 


86 


ALA N 


-23.32 


86 


ALA CA 


-21.93 


86 


ALA CB 


-21.87 


86 


ALA C 


-20.99 


86 


ALA 0 


-19.76 


87 


TYR N 


-21.56 


87 


TYR CA 


-20.72 


87 


TYR CB 


-20.31 


87 


TYR CG 


-18.90 


87 


TYR CD1 


-18.37 


87 


TYR CE1 


-17.08 


87 


TYR CD2 


-18.10 


87 


TYR CE2 


-16.81 


87 


TYR CZ 


-16.31 


87 


TYR OH 


-15.04 


87 


TYR C 


-21.41 


87 


TYR 0 


-21.87 


88 


PRO N 


-21.48 


88 


PRO CD 


-20.91 


88 


PRO CA 


-22.13 


88 


PRO CB 


-21.96 



TABLE VH 

-17.24 79.55 18.80 

-16.36 80.45 22.70 

-16.35 77.64 9.20 

-16.01 77.64 5.74 

-15.67 76.99 9.19 

-14.43 76.31 14.72 

-13.88 75.45 13.64 

-14.13 73.96 13.53 

-13.41 73.36 12.40 

-12.23 73.68 14.45 

-14.02 72.56 16.00 

-13.42 77.35 15.76 

-12.75 77.16 15.77 

-13.36 78.49 18.15 

-12.45 79.58 18.14 

-12.73 80.84 21.42 

-12.20 80.72 27.07 

-12.97 80.98 25.69 

-11.01 80.38 28.79 

-12.56 79.90 20.03 

-11.59 79.78 24.76 

-13.77 80.28 17.91 

-14.08 80.62 16.67 

-15.44 81.30 15.93 

-14.07 79.41 19.50 

-14.03 79.57 22.48 

-14.13 78.21 16.64 

-14.15 77.01 16.44 

-15.59 76.69 12.21 

-15.72 76.20 5.93 

-14.81 75.28 6.36 

-14.96 74.80 2.57 

-16.78 76.62 7.25 

-16.93 76.14 3.11 

-16.01 75.23 2.00 

-16.18 74.72 8.83 

-13.49 75.82 16.77 

-14.18 74.91 22.23 

-12.15 75.80 15.42 

-11.18 76.74 12.94 

-11.44 74.70 13.08 

-9.97 75.08 12.38 
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TABLE VH 



88 PRO CG 
88 PRO C 

88 PRO O 

89 TYR N 
89 TYR CA 
89 TYR CB 
89 TYR CG 
89 TYR CD1 
89 TYR CE1 
89 TYR CD2 
89 TYR CE2 
89 TYR CZ 
89 TYR OH 
89 TYR C 

89 TYR 0 

90 VAL N 
90 VAL CA 
90 VAL CB 
90 VAL CGI 
90 VAL CG2 
90 VAL C 

90 VAL O 

91 GLY N 
91 GLY CA 
91 GLY C 

91 GLY O 

92 GLN N 
92 GLN CA 
92 GLN CB 
92 GLN CG 
92 GLN CD 
92 GLN OE1 
92 GLN NE2 
92 GLN C 

92 GLN O 

93 GLU N 
93 GLU CA 
93 GLU CB 
93 GLU CG 
93 GLU CD 
93 GLU OE1 
93 GLU OE2 



-21.82 

-21.49 

-20.33 

-22.25 

-21.77 

-22.90 

-22.46 

-21.64 

-21.26 

-22.90 

-22.53 

-21.70 

-21.28 

-21.11 

-21.79 

-19.80 

-19.15 

-17.69 

-17.68 

-16.84 

-19.21 

-19.09 

-19.44 

-19.52 

-18.16 

-18.01 

-17.16 

-15.78 

-15.16 

-13.83 

-13.36 

-14.10 

-12.14 

-15.09 

-15.53 

-14.04 

-13.31 

-12.63 

-12.23 

-12.00 

-12.30 

-11.52 



-10.00 
-11.72 
-12.14 
-11.52 
-11.73 
-12.16 
-12.46 
-13.54 
-13.85 
-11.67 
-11.96 
-13.06 
-13.36 
-10.47 
-9.45 
-10.50 
-9.33 
-9.13 
-8.76 
-10.35 
-9.39 
-8.36 
-10.58 
-10.72 
-10.68 
-10.38 
-11.06 
-11.06 
-9.69 
-9.44 
-8.00 
-7.15 
-7.72 
-12.17 
-12.53 
-12.73 
-13.81 
-14.74 
-16.10 
-17.17 
-16.93 
-18.26 



76.55 

73.35 

73.27 

72.28 

70.93 

69.99 

68.56 

68.28 

66.98 

67.49 

66.17 

65.92 

64.65 

70.39 

70.23 

70.18 

69.61 

70.09 

71.57 

69.83 

68.09 

67.42 

67.53 

66.09 

65.44 

64.24 

66.23 

65.81 

66.09 

65.42 

65.62 

66.15 

65.19 

66.60 

67.70 

66.03 

66.69 

65.66 

66.22 

65.15 

63.95 

65.52 



9.35 
14.00 
15.05 
13.57 
14.96 
16.79 
19.46 
17.96 
20.62 
17.49 
17.03 
17.44 
16.20 
14.19 
14.43 
11.92 
12.81 
11.22 
19.09 
10.92 
14.23 
14.19 
14.09 
15.26 
18.32 
16.36 
20.31 
20.17 
23.65 
28.99 
34.47 
34.75 
37.63 
20.89 
18.43 
22.82 
24.92 
27.98 
29.38 
34.25 
35.80 
34.14 



WO 97/16177 



PCT/US96/17512 



93 


GLU 


C 


-12,31 


93 


GLU 


0 


-11,61 


94 


GLU 


N 


-12.28 


94 


GLU 


CA 


-11.38 


94 


GLU 


CB 


-12.02 


94 


GLU 


CG 


-12.23 


94 


GLU 


CD 


-12 .86 


94 


GLU 


0E1 


-12 .18 


94 


GLU 


0E2 


-14.04 


94 


GLU 


c 


-10.99 


94 


GLU 


0 


-11.64 


95 


SER 


N 


-9.95 


95 


SER 


CA 


-9.47 


95 


SER 


CB 


-8 .26 


95 


SER 


OG 


-8.57 


95 


SER 


c 


-10.60 


95 


SER 


0 


-11.48 


96 


CYS 


N 


-10.56 


96 


CYS 


CA 


-11.60 


96 


CYS 


c 


-11.59 


96 


CYS 


0 


-10.58 


96 


CYS 


CB 


-11 .51 


96 


CYS 


SG 


-12.75 


97 


MET 


N 


-12 .72 


97 


MET 


CA 


-12.88 


97 


MET 


CB 


-12.86 


97 


MET 


CG 


-12 .76 


97 


MET 


SD 


-11.15 


97 


MET 


CE 


-9.99 


97 


MET 


c 


-14.18 


97 


MET 


o 


-15.07 


98 


TYR 


N 


-14.30 


98 


TYR 


CA 


-15.49 


98 


TYR 


CB 


-15.58 


98 


TYR 


CG 


-16 .39 


27 O 


1 IK 


v-ux 


— ± / • I *k 


98 


TYR 


CE1 


-18.49 


98 


TYR 


CD2 


-15.80 


98 


TYR 


CE2 


-16.53 


98 


TYR 


CZ 


-17.87 


98 


TYR 


OH 


-18.60 


98 


TYR 


C 


-15.48 



TABLE VH 

-13.29 67.71 24.19 

-12.31 67.45 24.56 

-13.94 68.87 23.61 

-13.58 69.96 24.32 

-12.55 70.90 22.62 

-11.20 70.27 23.90 

-10.23 71.21 24.44 

-9.26 71.60 29.56 

-10.43 71.57 23.54 

-14.84 70.73 23.80 

-15.89 70.59 21.98 

-14.73 71.55 20.75 

-15.86 72.36 19.71 

-15.46 73.19 20.00 

-14.41 74.09 24.28 

-16.38 73.25 20.63 

-15.60 73.65 22.33 

-17.66 73.58 17.74 

-18.26 74.42 18.66 

-17.72 75.85 19.92 

-17.79 76.56 21.50 

-19.78 74.41 16.39 

-20.61 75.44 19.58 

-17.14 76.26 17.89 

-16.59 77.60 18.67 

-15.07 77.57 17.60 

-14.43 78.94 18.29 

-13.66 79.17 26.40 

-15.01 78.76 19.16 

-17.09 78.20 21.66 

-16.31 78.52 25.61 

-18.41 78.29 23.47 

-19.06 78.83 23.75 

-20.50 78.30 21.70 

-21.46 79.13 18.51 

-21.64 78.90 18.20 

-22.49 79.70 19.99 

-22.16 80.17 16.39 

-23.01 80.97 12.68 

-23.17 80.74 16.90 

-23.99 81.57 22.57 

-19.01 80.37 26.07 
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98 


TYR 0 


-14:44 


99 


ASN N 


-16.63 


99 


ASN CA 


-16.76 


99 


ASN CB 


-17.24 


99 


ASN CG 


-17.89 


99 


ASN OD1 


-19.06 


99 


ASN ND2 


-17.16 


99 


ASN C 


-17.67 


99 


ASN 0 


-18.88 


100 


PRO N 


-17.12 


100 


PRO CD 


-15.70 


100 


PRO CA 


-17.89 


100 


PRO CB 


-16.89 


100 


PRO CG 


-15.58 


100 


PRO C 


-19.14 


100 


PRO O 


-20.22 


101 


THR N 


-18.98 


101 


THR CA 


-20.07 


101 


THR CB 


-19.53 


101 


THR OG1 


-18.13 


101 


THR CG2 


-20.28 


101 


THR C 


-21.22 


101 


THR O 


-22.30 


102 


GLY N 


-20.96 


102 


GLY CA 


-21.96 


102 


GLY C 


-22.72 


102 


GLY O 


-23.78 


103 


LYS N 


-22.15 


103 


LYS CA 


-22.73 


103 


LYS CB 


-22.08 


103 


LYS CG 


-22.90 


103 


LYS CD 


-22.03 


103 


LYS CE 


-21.32 


103 


LYS NZ 


-20.02 


103 


LYS C 


-24.24 


103 


LYS O 


-24.78 


104 


ALA N 


-24.92 


104 


ALA CA 


-26.38 


104 


ALA CB 


-26.93 


104 


ALA C 


-26.84 


104 


ALA O 


-27.99 


105 


ALA N 


-25.95 



TABLE VH 

-19.23 80.99 27.32 

-18.67 80.96 28.21 

-18.59 82.42 27.40 

-17.20 82.85 30.57 

-17.21 84.22 33.86 

-16.84 84.36 33.41 

-17.66 85.24 34.39 

-19.66 83.03 25.48 

-19.64 82.82 25.31 

-20.53 83.87 22.21 

-20.60 84.27 21.06 

-21.60 84.50 19.72 

-22.18 85.49 21.18 

-22.01 84.75 22.13 

-21.08 85.22 19.80 

-21.65 85.09 15.82 

-19.97 85.92 22.73 

-19.36 86.68 23.85 

-18.25 87.60 22.86 

-18.47 87.87 20.58 

-18.26 88.92 21.48 

-18.80 85.82 24.75 

-18.46 86.33 22.15 

-18.70 84.51 25.15 

-18.20 83.59 21.81 

-19.34 82.94 19.11 

-19.12 82.36 19.57 

-20.55 83.03 18.20 

-21.77 82.47 16.81 

-23.02 83.07 16.94 

-24.30 82.93 15.32 

-25.53 83.10 18.87 

-25.57 84.46 21.19 

-26.34 84.40 20.74 

-21.83 82.62 17.92 

-21.68 83.72 18.81 

-22.05 81.50 17.95 

-22.11 81.49 17.78 

-21.14 80.47 21.54 

-23.52 81.18 18.07 

-23.88 81.47 16.81 

-24.31 80.58 15.87 



Wo 
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105 ALA CA -26.27 

105 ALA CB -27.41 

105 ALA C -25.05 

105 ALA O -23.94 

106 LYS N -25.27 
106 LYS CA -24.24 
106 LYS CB -23.26 
106 LYS CG -23.89 
106 LYS CD -22.88 
106 LYS CE -23.54 
106 LYS NZ -24.76 
106 LYS C -24.95 

106 LYS 0 -26.18 

107 CYS N -24.21 
107 CYS CA -24.81 
107 CYS CB -25.13 
107 CYS SG -23.72 
107 CYS C -23.98 

107 CYS O -22.75 

108 ARG N -24.66 
108 ARG CA -23.96 
108 ARG CB -24.57 
108 ARG CG -24.76 
108 ARG CD -25.24 
108 ARG ME -26.61 
108 ARG CZ -27.00 
108 ARG NH1 -26.12 
108 ARG NH2 -28.26 
108 ARG C -23.91 

108 ARG O -24.38 

109 GLY N -23.34 
109 GLY CA -23.21 
109 GLY C -24.30 

109 GLY O -25.15 

110 TYR N -24.29 
110 TYR CA -25.27 
110 TYR CB -24.72 
110 TYR CG -23.48 
110 TYR CD1 -22.21 
110 TYR CE1 -21.06 
110 TYR CD2 -23.56 
110 TYR CE2 -22.41 



TABLE Vn 

-25.69 80.23 13.04 

-25.72 79.22 10.01 

-26.40 79.66 11.95 

-25.86 79.68 8.46 

-27.63 79.20 12.25 

-28.45 78.57 18.76 

-29.07 79.58 23.73 

-30.02 80.60 26.39 

-31.05 81.09 29.44 

-32.05 82.06 33.28 

-32.74 81.51 24.10 

-29.54 77.77 18.52 

-29.49 77.64 16.87 

-30.50 77.22 19.97 

-31.59 76.45 21.83 

-31.16 75.00 23.15 

-30.88 73.87 21.75 

-32.87 76.48 22.08 

-32.84 76.60 21.41 

-34.00 76.40 22.61 

-35.28 76.44 25.98 

-36.18 77.53 25.00 

-35.44 78.85 19.33 

-36.32 79.99 17.89 

-36.80 79.81 10.20 

-38.02 80.15 9.00 

-38.88 80.68 6.62 

-38.39 79.99 10.32 

-35.98 75.08 23.86 

-37.10 74.94 25.08 

-35.29 74.10 23.61 

-35.84 72.76 20.68 

-35.35 71.82 18.95 

-34.56 72.22 19.25 

-35.85 70.58 18.18 

-35.46 69.57 17.03 

-34.38 68.64 14.76 

-34.81 67.90 12.25 

-34.48 68.37 14.76 

-34.95 67.75 14.89 

-35.61 66.78 12.73 

-36.08 66.14 15.02 
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110 


TYR CZ 


-21.17 


110 


TYR OH 


-20.03 


110 


TYR C 


-25.70 


110 


TYR 0 


-25.01 


111 


ARG N 


-26.83 


111 


ARG CA 


-27.34 


111 


ARG CB 


-28.73 


111 


ARG CG 


-29.51 


111 


ARG CD 


-28.94 


111 


ARG NE 


-29.54 


111 


ARG CZ 


-28.83 


111 


ARG NH1 


-27.50 


111 


ARG NH2 


-29.45 


111 


ARG C 


-27.43 


111 


ARG 0 


-27.88 


112 


GLU N 


-26.95 


112 


GLU CA 


-27.01 


112 


GLU CB 


-25.70 


112 


GLU CG 


-24.59 


112 


GLU CD 


-23.25 


112 


GLU OE1 


-22.50 


112 


GLU OE2 


-22.97 


112 


GLU C 


-28.15 


112 


GLU 0 


-28.49 


113 


ILE N 


-28.72 


113 


ILE CA 


-29.82 


113 


ILE CB 


-30.99 


113 


ILE CG2 


-32.04 


113 


ILE CGI 


-31.55 


113 


ILE CD1 


-32.35 


113 


ILE C 


-29.38 


113 


ILE 0 


-28.59 


114 


PRO N 


-29.83 


114 


PRO CD 


-30.82 


114 


PRO CA 


-29.47 


114 


PRO CB 




114 


PRO CG 


-30.79 


114 


PRO C 


-29.53 


114 


PRO 0 


-30.52 


115 


GLU N 


-28.49 


115 


GLU CA 


-28.45 


115 


GLU CB 


-27.12 



TABLE VH 

-35.75 66.64 17.33 

-36.26 66.03 22.26 

-36.67 68.75 16.81 

-37.69 68.73 19.27 

-36.53 68.07 16.77 

-37.57 67.19 18.25 

-38.08 67.60 20.39 

-38.81 66.48 21.92 

-40.20 66.16 26.51 

-40.85 64.98 25.17 

-41.49 64.03 26.40 

-41.55 64.12 21.95 

-42.10 63.02 18.73 

-36.92 65.81 20.54 

-35.77 65.69 23.20 

-37.62 64.79 17.24 

-37.12 63.42 13.69 

-37.34 62.69 12.60 

-36.38 63.05 10.04 

-36.92 62.62 11.35 

-36.23 61.89 10.65 

-38.06 63.01 14.44 

-37.85 62.72 15.47 

-38.97 63.09 17.83 

-37.25 61.70 17.43 

-37.87 60.96 14.32 

-36.87 60.90 13.01 

-37.32 59.87 11.54 

-36.70 62.33 10.24 

-35.44 62.57 7.36 

-38.34 59.57 12.75 

-37.68 58.91 11.81 

-39.53 59.13 15.44 

-40.40 59.80 19.88 

-40.08 57.81 15.21 

-41.13 57.59 15.21 

-41.66 58.96 16.85 

-39.00 56.73 18.58 

-38.27 56.64 21.69 

-38.91 55.91 17.93 

-37.90 54.87 18.15 

-37.95 54.11 21.41 
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115 

X X *J 


GLU 


CG 


-27,04 


115 


GLU 


CD 


-25.73 


115 

X X w 


GLU 


0E1 


-25.24 


115 


GLU 


0E2 


-25.21 


115 


GLU 


r 


-29.63 


115 

XX-J 


GLU 


o 


-30.10 


116 

X X KJ 


GLY 


N 


-30.13 


116 

XX w 


GLY 


CA 


-31.24 


116 

X X \J 


GLY 


c 


-32.59 


116 

XXV 


GLY 


0 


-33 . 62 


117 


ASN 


N 


-32.62 


117 


ASN 


CA 


-33 .90 


117 


ASN 


CB 


-33.73 


117 

XX/ 


ASN 


CG 


-35.03 


117 

XX/ 


ASN 


0D1 


-36.12 


117 

XX/ 


ASN ND2 


-34.92 


117 

XX / 


ASN 


r 


-34 .73 


117 


ASN 


o 


-34.57 


118 

XX o 


GLU 


N 


-35.66 


118 


r*r TT 


Ui 


-36.56 


118 


GLU 


CB 


-37.27 


118 

X X o 


GLU 


CG 


-36.37 


118 

XX o 


GLU 


CD 


-37 . 14 


118 

XX o 


GLU 


OE1 


-37 .27 


118 

X X o 


GLU 


OE2 


-37 . 64 


118 

XX 0 


GLU 


C 


-37 57 


118 

X X %J 


GLU 


0 


-38 . 02 


119 

X X ^ 


LYS 


N 


-37 .93 


119 

X X J 


LYS 


CA 


-38 . 89 


119 

X X _7 


LYS 


CB 


-39.39 


119 

X X J 


LYS 


CG 


-40 . 29 


119 

X X -7 


LYS 


CD 


-41 . 48 


119 

llv 


LYS 


CE 


-41 85 


119 

X X J 


LYS 


NZ 


-40 . 65 


119 

117 


LYS 


C 


-38.30 


1 1 Q 


LYS 


0 


-jo • 


120 


ALA 


N 


-37.02 


120 


ALA 


CA 


-36.30 


120 


ALA 


CB 


-34.91 


120 


ALA 


C 


-36.23 


120 


ALA 


0 


-36.49 


121 


LEU 


N 


-35.94 



TABLE VD 

-39.05 53.06 28.55 

-39.04 52.26 34.52 

-37.94 51.90 34.27 

-40.14 51.99 34.99 

-37.99 53.90 20.57 

-39.08 53.56 20.47 

-36.82 53.51 21.25 

-36.73 52.58 19.05 

-37.14 53.12 19.97 

-36.74 52.56 24.15 

-37.87 54.23 17.37 

-38.33 54.77 15.93 

-39.57 55.64 10.26 

-40.34 55.79 12.00 

-39.76 55.79 10.30 

-41.66 55.91 13.10 

-37.30 55.49 17.41 

-37.09 56.70 18.71 

-36.70 54.77 15.53 

-35.71 55.34 15.33 

-34.93 54.25 15.94 

-34.00 53.46 22.20 

-33.16 52.46 21.94 

-33.58 51.29 25.99 

-32.08 52.85 25.26 

-36.30 56.33 18.60 

-35.60 57.23 23.43 

-37.57 56.17 19.21 

-38.21 57.08 17.16 

-39.55 56.54 18.23 

-39.44 55.34 23.03 

-38.55 55.62 24.88 

-37.77 54.36 33.17 

-37.07 53.78 35.51 

-38.39 58.44 13.83 

-38.27 59.45 14.48 

-38.74 58.47 11.43 

-38.93 59.71 11.35 

-39.44 59.43 12.94 

-37.57 60.34 14.11 

-37.41 61.53 20.36 

-36.57 59.52 14.09 
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121 LEU CA 


-35.84 


121 LEU CB 


-35.35 


121 LEU CG 


-35.11 


121 LEU CD1 


-34.22 


121 LEU CD2 


-34.49 


121 LEU C 


-37.17 


121 LEU 0 


-37.19 


122 LYS N 


-38.28 


122 LYS CA 


-39.61 


122 LYS CB 


-40.67 


122 LYS CG 


-42.09 


122 LYS CD 


-43.09 


122 LYS CE 


-44.48 


122 LYS NZ 


-45.45 


122 LYS C 


-39.93 


122 LYS 0 


-40.58 


123 ARG N 


-39.51 


123 ARG CA 


-39.71 


123 ARG CB 


-39.36 


123 ARG CG 


-40.37 


123 ARG CD 


-39.79 


123 ARG NE 


-38.98 


123 ARG CZ 


-37.67 


123 ARG NH1 


-37.03 


123 ARG NH2 


-37.00 


123 ARG C 


-38.89 


123 ARG 0 


-39.33 


124 ALA N 


-37.70 


124 ALA CA 


-36.80 


124 ALA CB 


-35.49 


124 ALA C 


-37.48 


124 ALA O 


-37.50 


125 VAL N 


-38.02 


125 VAL CA 


-38.69 


125 VAL CB 


-39.08 


125 VAL CGI 


-39.85 


125 VAL CG2 


-37.80 


125 VAL C 


-39.93 


125 VAL 0 


-40.19 


126 ALA N 


-40.69 


126 ALA CA 


-41.90 


126 ALA CB 


-42.65 



TABLE VD 

-35.19 59.98 14.37 

-34.28 58.86 11.45 

-32.82 59.20 13.53 

-32.69 60.44 17.91 

-32.13 57.98 13.43 

-34.71 60.57 14.14 

-34.08 61.63 17.50 

-35.01 59.90 14.51 

-34.63 60.36 14.97 

-34.97 59.32 15.25 

-34.67 59.75 15.73 

-35.54 59.00 15.63 

-35.36 59.56 22.12 

-36.35 59.02 25.27 

-35.32 61.69 17.92 

-34.74 62.58 15.41 

-36.57 61.80 20.19 

-37.36 63.00 24.53 

-38.82 62.76 26.04 

-39.57 61.92 29.94 

-40.87 61.39 33.27 

-41.56 62.39 38.93 

-41.79 62.26 38.64 

-41.37 61.18 39.92 

-42,45 63.20 34.71 

-36.77 64.14 25.64 

-36.76 65.30 25.72 

-36.26 63.80 23.74 

-35.64 64.77 25.05 

-35.23 64.09 22.46 

-34.41 65.37 24.90 

-34.23 66.59 25.58 

-33.57 64.50 25.44 

-32.35 64.92 24.60 

-31.46 63.72 20.30 

-30.23 64.19 13.27 

-31.05 62.95 19.58 

-32.66 65.73 24.17 

-32.01 66.73 26.08 

-33.66 65.32 25.26 

-34.00 66.05 26.85 

-35.08 65.34 27.49 
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126 


ALA 


C 


-41.59 


126 


ALA 


O 


-42.22 


127 


ARG 


N 


-40.60 


127 


ARG 


CA 


-40.20 


127 


ARG 


CB 


-39.52 


127 


ARG 


CG 


-40.36 


127 


ARG 


CD 


-41.39 


127 


ARG 


NE 


-42.01 


127 


ARG 


CZ 


-43.14 


127 


ARG 


NH1 


-43.62 


127 


ARG 


NH2 


-43.80 


127 


ARG 


C 


-39.30 


127 


ARG 


0 


-39.61 


128 


VAL 


N 


-38.13 


128 


VAL 


CA 


-37.14 


128 


VAL 


CB 


-35.74 


128 


VAL 


CGI 


-34.73 


128 


VAL 


CG2 


-35.27 


128 


VAL 


C 


-37.51 


128 


VAL 


O 


-38.00 


129 


GLY 


N 


-37.26 


129 


GLY 


CA 


-37.56 


129 


GLY 


C 


-36.62 


129 


GLY 


0 


-36.22 


130 


PRO 


N 


-36.25 


130 


PRO 


CD 


-36.68 


130 


PRO 


CA 


-35.35 


130 


PRO 


CB 


-35.03 


130 


PRO 


CG 


-36.33 


130 


PRO 


C 


-34.10 


130 


PRO 


o 


-33.43 


131 


VAL 


N 


-33.81 


131 


VAL 


CA 


-32.66 


131 


VAL 


CB 


-33.09 


131 


VAL 


CGI 


-31.88 


131 


VAL 


CG2 


-33 .88 


131 


VAL 


c 


-31.80 


131 


VAL 


0 


-32.33 


132 


SER 


N 


-30.49 


132 


SER 


CA 


-29.59 


132 


SER 


CB 


-28.23 


132 


SER 


OG 


-28.37 



TABLE Vn 

-34.41 67.50 28.51 

-33.91 68.43 29.45 

-35.30 67.68 27.15 

-35.80 69.01 26.50 

-37.17 68.92 25.80 

-38.31 68.39 29.17 

-38.82 69.38 30.20 

-40.06 68.90 31.67 

-40.57 69.38 31.87 

-41.70 68.87 32.34 

-39.97 70.36 33.34 

-34.88 69.83 26.63 

-34.54 70.98 29.49 

-34.58 69.27 24.07 

-33.75 69.93 20.27 

-33.96 69.29 17.18 

-33.00 69.87 16.62 

-35.40 69.51 16.17 

-32.28 69.92 19.91 

-31.75 70.91 21.31 

-31.63 68.79 21.40 

-30.22 68.67 18.08 

-29.60 67.67 17.76 

-30.27 66.71 14.46 

-28.33 67.86 18.11 

-27.44 68.96 20.59 

-27.64 66.94 17.36 

-26.36 67.70 17.67 

-26.07 68.41 19.12 

-28.47 66.69 18.18 

-28.92 67.63 21.49 

-28.71 65.41 14.71 

-29.47 64.99 10.15 

-30.69 64.16 13.09 

-31.39 63.55 14.17 

-31.63 65.02 19.95 

-28.60 64.10 10.57 

-27.86 63.27 13.19 

-28.71 64.25 7.45 

-27.93 63.42 7.72 

-27.81 64.07 9.68 

-27.45 65.44 20.96 



vtr 
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TABLE Vn 

132 SER C -29.48 -28.55 62.02 6.88 

132 SER O -29.18 -29.74 61.86 4.58 

133 VAL N -29.75 -27.75 61.00 7.92 
133 VAL CA -29.68 -28.20 59.62 6.47 
133 VAL CB -31.09 -28.35 59.00 6.27 
133 VAL CGI -31.92 -29.35 59.80 5.31 
133 VAL CG2 -31.80 -27.00 58.93 2.32 
133 VAL C -28.88 -27.20 58.78 6.11 

133 VAL 0 -28.93 -25.99 59.01 4.92 

134 ALA N -28.09 -27.71 57.85 8.55 
134 ALA CA -27.29 -26.90 56.94 10.56 
134 ALA CB -25.90 -27.49 56.80 10.48 
134 ALA C -28.01 -26.89 55.59 11.28 

134 ALA O -28.61 -27.91 55.19 10.70 

135 ILE N -28.00 -25.75 54.91 5.87 
135 ILE CA -28.65 -25.64 53.61 9.02 
135 ILE CB -30.05 -25.04 53.75 9.82 
135 ILE CG2 -30.96 -25.98 54.52 8.18 
135 ILE CGI -29.97 -23.67 54.42 7.95 
135 ILE CD1 -31.24 -22.87 54.30 5.36 
135 ILE C -27.84 -24.75 52.67 10.58 

135 ILE O -26.82 -24.17 53.08 11.83 

136 ASP N -28.27 -24.67 51.41 14.26 
136 ASP CA -27.64 -23.83 50.39 12.77 
136 ASP CB -27.59 -24.54 49.03 11.56 
136 ASP CG -27.29 -23.58 47.87 11.70 
136 ASP OD1 -27.82 -23.80 46.77 16.82 
136 ASP OD2 -26.54 -22.61 48.06 6.89 
136 ASP C -28.44 -22.53 50.29 11.76 

136 ASP O -29.51 -22.50 49.69 12.86 

137 ALA N -27.90 -21.45 50.83 12.10 
137 ALA CA -28.63 -20.19 50.80 14.12 
137 ALA CB -28.77 -19.64 52.22 16.96 
137 ALA C -28.02 -19.14 49.87 15.39 

137 ALA O -28.27 -17.94 50.04 11.83 

138 SER N -27.20 -19.57 48.91 16.46 
138 SER CA -26.56 -18.66 47.96 16.14 
138 SER CB -25.45 -19.36 47.17 13.20 
138 SER OG -25.91 -20.60 46.65 11.80 
138 SER C -27.54 -17.97 47.02 17.22 

138 SER O -27.42 -16.77 46.74 16.85 

139 LEU N -28.50 -18.75 46.53 11.84 
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TABLE VH 



139 


LEU 


CA 


-29.51 


-18.24 


45 


. 62 


10.88 


139 


LEU 


CB 


-30.62 


-19.27 


45 


.41 


10.28 


139 


LEU 


CG 


-30 .39 


-20.25 


44 


.25 


7 .79 


139 


LEU 


CD1 


-28.98 


-20.81 


44 


.28 


16 . 09 


139 


LEU 


CD2 


-31.39 


-21.35 


44 


.31 


6 . 66 


139 


LEU 


c 


-30.07 


-16.90 


46 


.07 


10 . 95 


139 


LEU 


0 


-30.56 


-16.77 


47 


. 18 


10 84 


140 


THR 


N 


-29.98 


-15.89 


45 


.20 


12 65 


140 


THR 


CA 


-30.48 


-14 .56 


45 


. 55 


10 . 04 


140 


THR 


CB 


-30.04 


-13 .47 


44 


.54 


8 . 74 


140 


THR 


OG1 


-30.71 


-13 .68 


43 


.29 


16 . 41 


140 


THR 


CG2 


-28.52 


-13 .50 


44 


.33 


5 . 90 


140 


THR 


c 


-31 .98 


-14.51 


45 


.76 


7 53 


140 


THR 


0 


-32.51 


-13 .48 


46 


. 16 


7 .86 


141 


SER 


N 


-32.69 


-15.60 


45 


48 


7 62 


141 


SER 


CA 


-34.13 


-15 . 60 


45 


. 71 


10 59 


141 


SER 


CB 


-34.81 


-16 . 69 


44 . 


. 90 


7 .78 


141 


SER 


OG 


-34.14 


-17 .92 


45 , 


. 09 


10 . 19 


141 


SER 


c 


-34.32 


-15 . 81 


47 < 


.21 


14 .46 


141 


SER 


0 


-35.31 


-15 .38 


47 . 


.80 


15.07 


142 


PHE 


N 


-33.33 


-16.47 


47 . 


.81 


16.29 


142 


PHE 


CA 


-33 .32 


-16.75 


49 . 


.24 


18.29 


142 


PHE 


CB 


-32 .26 


-17 . 80 


49 « 


, 57 


19.91 


142 


PHE 


CG 


-32 .23 


-18.22 


51 


01 

i V/ X 


19 34 


142 


PHE 


CD1 


-32 .83 


-19.42 


51. 


40 


19 . 10 


142 


PHE 


CD2 


-31.58 


-17 . 44 


51 

•J X . 


96 


17 86 


142 


PHE 


CE1 


-32 .77 


-19 . 84 


52 . 


72 


18 .29 


142 


PHE 


CE2 


-31.52 


-17 . 86 


53 . 


29 


16 09 


142 


PHE 


CZ 


-32 .12 


-19.06 


53 . 


67 


17 . 03 


142 


PHE 


c 


-33 .04 


-15 .46 


49 . 


98 


18 87 


142 


PHE 


o 


-33 .70 


-15 . 13 


50 . 


96 


20 . 82 


143 


GLN 


N 


-32 . 06 


-14 .71 


49 . 


48 


17 89 


143 


GLN 


CA 


-31.69 


-13 .46 


50 . 


11 


17 94 

X / * ^ t 


143 


GLN 


CB 


-30.35 


-12 98 


49 


56 


20 86 


143 


GLN 


CG 


-29.29 


-14 . 07 


49 


66 


27 97 


X *± J 








1j . oo 


AQ 
ft j . 




jj.Zj 


143 


GLN 


OE1 


-27.88 


-12.65 


48. 


36 


42.66 


143 


GLN 


NE2 


-26.91 


-14.44 


49. 


35 


32.14 


143 


GLN 


C 


-32.77 


-12.40 


49. 


97 


16.38 


143 


GLN 


0 


-32.78 


-11.43 


50. 


72 


21.06 


144 


PHE 


N 


-33.71 


-12.62 


49. 


07 


16.70 


144 


PHE 


CA 


-34.81 


-11.68 


48. 


86 


16.93 
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TABLE VH 

144 PHE CB -34.83 -11.16 47.42 14.35 

144 PHE CG -33.63 -10.34 47.06 9.94 

144 PHE CD1 -33.23 -9.28 47.87 7.40 

144 PHE CD2 -32.87 -10.63 45.94 11.47 

144 PHE CE1 -32.09 -8.54 47.58 2.23 

144 PHE CE2 -31.73 -9.89 45.63 11.16 

144 PHE CZ -31.34 -8.85 46.45 5.01 

144 PHE C -36.15 -12.29 49.26 19.07 

144 PHE O -37.21 -11.75 48.94 23.82 

145 TYR N -36.10 -13.42 49.95 21.54 
145 TYR CA -37.31 -14.10 50.39 20.66 
145 TYR CB -36.98 -15.43 51.09 19.50 
145 TYR CG -38.13 -16.04 51.85 20.41 
145 TYR CD1 -38.96 -16.98 51.25 22.31 
145 TYR CE1 -40.05 -17.51 51.93 23.37 
145 TYR CD2 -38.43 -15.64 53.15 19.98 
145 TYR CE2 -39.52 -16.16 53.84 20.51 
145 TYR CZ -40.33 -17.09 53.22 22.20 
145 TYR OH -41.42 -17.60 53.89 24.45 
145 TYR C -38.13 -13.18 51.31 19.31 

145 TYR O -37.57 -12.41 52.09 16.29 

146 SER N -39.44 -13.29 51.23 19.16 
146 SER CA -40.31 -12.46 52.05 18.38 
146 SER CB -40.69 -11.17 51.33 21.74 
146 SER OG -41.24 -11.45 50.05 25.62 
146 SER C -41.55 -13.21 52.52 17.33 

146 SER O -41.87 -13.19 53.70 17.00 

147 LYS N -42.21 -13.90 51.60 15.30 
147 LYS CA -43.42 -14.63 51.94 16.47 
147 LYS CB -44.65 -13.72 51.85 21.13 
147 LYS CG -45.98 -14.43 52.13 26.90 
147 LYS CD -47.15 -13.75 51.41 31.88 
147 LYS CE -48.38 -14.69 51.35 38.13 
147 LYS NZ -49.45 -14.23 50.41 36.35 
147 LYS C -43.61 -15.88 51.09 16.19 

147 LYS O -43.21 -15.91 49.92 18.85 

148 GLY N -44.20 -16.91 51.69 14.07 
148 GLY CA -44.47 -18.14 50.98 13.24 
148 GLY C -43.46 -19.26 51.17 12.23 

148 GLY O -42.39 -19.05 51.74 11.43 

149 VAL N -43.82 -20.45 50.71 9.32 
149 VAL CA -42.95 -21.61 50.81 8.20 
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149 


VAL CB 


-43.70 


149 


VAL CGI 


-42.72 


149 


VAL CG2 


-44.82 


149 


VAL C 


-41.92 


149 


VAL 0 


-42.25 


150 


TYR N 


-40.68 


150 


TYR CA 


-39.55 


150 


TYR CB 


-38.33 


150 


TYR CG 


-37.10 


150 


TYR CD1 


-36.83 


150 


TYR CE1 


-35.68 


150 


TYR CD2 


-36.21 


150 


TYR CE2 


-35.07 


150 


TYR CZ 


-34.81 


150 


TYR OH 


-33.67 


150 


TYR C 


-39.27 


150 


TYR 0 


-39.45 


151 


TYR N 


-38.79 


151 


TYR CA 


-38.48 


151 


TYR CB 


-.39.74 


151 


TYR CG 


-39.53 


151 


TYR CD1 


-38.93 


151 


TYR CE1 


-38.74 


151 


TYR CD2 


-39.94 


151 


TYR CE2 


-39.76 


151 


TYR CZ 


-39.16 


151 


TYR OH 


-38.99 


151 


TYR C 


-37.85 


151 


TYR 0 


-38.32 


152 


ASP N 


-36.76 


152 


ASP CA 


-36.05 


152 


ASP CB 


-35.07 


152 


ASP CG 


-34.48 


152 


ASP OD1 


-34.58 


152 


ASP OD2 


-33.90 


152 


ASP C 


-35.33 


152 


ASP 0 


-34.67 


153 


GLU N 


-35.50 


153 


GLU CA 


-34.86 


153 


GLU CB 


-35.52 


153 


GLU CG 


-36.09 


153 


GLU CD 


-35.04 



TABLE VH 

-22.96 50.60 5.83 

-24.11 50.73 2.00 

-23.12 51.61 4.34 

-21.43 49.70 11.54 

-21.45 48.50 12.48 

-21.21 50.13 12.91 

-21.02 49.24 10.42 

-20.58 50.03 4.78 

-20.42 49.19 8.23 

-19.21 48.55 10.09 

-19.06 47.77 11.54 

-21.47 49.02 8.80 

-21.33 48.24 9.65 

-20.13 47.62 10.30 

-19.97 46.88 18.73 

-22.30 48.46 14.00 

-23.40 48.96 16.63 

-22.13 47.24 15.66 

-23.25 46.37 17.45 

-24.04 46.01 21.54 

-25.25 45.13 23.93 

-26.42 45.64 28.17 

-27.54 44.83 29.69 

-25.25 43.80 26.78 

-26.36 42.99 29.59 

-27.50 43.51 32.44 

-28.60 42.70 37.61 

-22.60 45.15 18.03 

-21.56 44.68 16.75 

-23.17 44.68 19.75 

-22.64 43.52 21.69 

-21.53 43.91 21.35 

-20.80 42.70 22.73 

-19.56 42.63 20.20 

-21.46 41.82 23.61 

-23.85 42.96 25.58 

-24.57 43.72 28.85 

-24.09 41.66 26.65 

-25.25 41.03 26.63 

-25.57 39.69 30.19 

-24.38 38.92 34.99 

-23.61 38.15 37.99 
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153 


GLU 


OE1 


-34.95 


153 


GLU 


OE2 


-34.31 


153 


GLU 


C 


-33.34 


153 


GLU 


0 


-32.71 


154 


SER 


N 


-32.75 


154 


SER 


CA 


-31.30 


154 


SER 


CB 


-30.95 


154 


SER 


OG 


-31.81 


154 


SER 


C 


-30.53 


154 


SER 


0 


-29.37 


155 


CYS 


N 


-31.19 


155 


CYS 


CA 


-30.63 


155 


CYS 


C 


-29.88 


155 


CYS 


0 


-30.44 


155 


CYS 


CB 


-31.72 


155 


CYS 


SG 


-31.27 


156 


ASN 


N 


-28.61 


156 


ASN 


CA 


-27.76 


156 


ASN 


CB 


-26.37 


156 


ASN 


CG 


-25.47 


156 


ASN 


OD1 


-25.86 


156 


ASN 


ND2 


-24.23 


156 


ASN 


C 


-27.67 


156 


ASN 


0 


-27.08 


157 


SER 


N 


-28.20 


157 


SER 


CA 


-28.22 


157 


SER 


CB 


-28.93 


157 


SER 


OG 


-30.26 


157 


SER 


C 


-26.86 


157 


SER 


0 


-26.78 


158 


ASP 


N 


-25.79 


158 


ASP 


CA 


-24.46 


158 


ASP 


CB 


-23.70 


158 


ASP 


CG 


-24.27 


158 


ASP 


0D1 


-24.93 


158 


ASP 


OD2 


-24.08 


158 


ASP 


C 


-23.68 


158 


ASP 


0 


-22.46 


159 


ASN 


N 


-24.39 


159 


ASN 


CA 


-23.72 


159 


ASN 


CB 


-24.01 


159 


ASN 


CG 


-23.00 



TABLE VD 

-22.38 38.34 40.14 

-24.24 37.34 40.23 

-25.20 40.91 24.39 

-26.22 40.70 23.54 

-24.02 41.11 23.15 

-23.83 41.04 25.05 

-22.35 40.85 24.11 

-21.71 39.91 26.07 

-24.38 42.26 25.62 

-24.78 42. IS 26.42 

-24.33 43.43 24.27 

-24.77 44.71 19.73 

-26.08 44.59 17.05 

-27.08 44.16 14.86 

-24.87 45.79 20.11 

-24.12 47.40 19.94 

-26.07 44.99 19.11 

-27.26 44.92 21.62 

-26.87 44.41 19.84 

-28.06 44.20 20.15 

-29.20 44.44 15.60 

-27.80 43.77 19.95 

-28.05 46.24 22.71 

-27.58 47.21 23.56 

-29.28 46.23 22.09 

-30.17 47.40 16.83 

-31.49 47.06 14.81 

-31.26 46.66 19.44 

-30.49 48.02 17.43 

-31.10 49.10 16.02 

-30.19 47.30 17.73 

-30.46 47.80 20.40 

-31.42 46.88 24.69 

-32.82 46.89 27.15 

-33.19 45.88 26.00 

-33.55 47.90 26.52 

-29.19 48.00 20.27 

-29.22 48.16 20.24 

-28.07 47.97 17.11 

-26.81 48.19 16.88 

-25.79 47.10 18.24 

-24.66 47.10 21.17 
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159 


ASN 


OD1 


-21 


.83 


159 


ASN 


ND2 


-23 


.46 


159 


ASN 


c 


-24 


.12 


159 


ASN 


0 


-24 


.64 


160 


LEU 


N 


-23 


.93 


160 


LEU 


CA 


-24.23 


160 


LEU 


CB 


-24 


.00 


160 


LEU 


CG 


-25 


.09 


160 


LEU 


CD1 


-25 


.96 


160 


LEU 


CD2 


-24 


.43 


160 


LEU 


c 


-23 


.28 


160 


LEU 


o 


-22 


.07 


161 


ASN 


N 


-23 


.83 


161 


ASN 


CA 


-23 


.02 


161 


ASN 


CB 


-22 


.74 


161 


ASN 


CG 


-24 


.01 


161 


ASN 


OD1 


-24, 


.80 


161 


ASN 


ND2 


-24. 


.21 


161 


ASN 


c 


-23. 


.56 


161 


ASN 


0 


-23. 


.02 


162 


HIS 


N 


-24. 


.62 


162 


HIS 


CA 


-25. 


.19 


162 


HIS 


CB 


-26. 


.13 


162 


HIS 


CG 


-26. 


80 


162 


HIS 


CD2 


-28. 


,10 


162 


HIS 


ND1 


-26. 


.14 


162 


HIS 


CE1 


-27. 


01 


162 


HIS 


NE2 


-28. 


20 


162 


HIS 


c 


-25. 


92 


162 


HIS 


o 


-26. 


68 


163 


ALA 


N 


-25. 


59 


163 


ALA 


CA 


-26. 


22 


163 


ALA 


CB 


-25.26 


163 


ALA 


c 


-27. 


38 


163 


ALA 


o 


-27. 


24 




VAJU 


XT 


-28. 


52 


164 


VAL 


CA 


-29. 


73 


164 


VAL 


CB 


-30. 


58 


164 


VAL 


CGI 


-31. 


55 


164 


VAL 


CG2 


-31. 


22 


164 


VAL 


C 


-30. 


45 


164 


VAL 


0 


-29. 


95 
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TABLE VD 






-24.86 


47.42 


16 


.98 


-23.46 


46.75 


22 


.38 


-26.28 


49.55 


17 


.56 


-25.17 


49.67 


19 


.13 


-27.12 


50.57 


12 


.99 


-26.73 


51.94 


8 


.24 


-27.89 


52.89 


4 


.68 


-28.95 


53.11 


5 


.66 


-29.16 


51.89 


3 


.96 


-30.24 


53.54 


6 


.24 


-25.58 


52.23 


8 


.29 


-25.75 


52.11 


8 


.75 


-24.41 


52.54 


9 


.39 


-23.23 


52.83 


10 


.51 


-22.43 


51.56 


14 


.18 


-22.01 


50.85 


10. 


.89 


-21.22 


51.35 


14. 


.49 


-22.56 


49.67 


16. 


.31 


-22.29 


53.92 


12. 


.43 


-21.20 


54.14 


13. 


.86 


-22.69 


54.60 


11. 


.27 


-21.85 


55.64 


10. 


.37 


-20.82 


55.00 


5. 


69 


-19.89 


55.96 


6. 


06 


-19.79 


56.33 


6. 


15 


-18.85 


56.61 


11. 


02 


-18.16 


57.33 


5. 


27 


-18.71 


57.17 


6. 


68 


-22.76 


56.61 


11. 


99 


-23.63 


56.20 


15. 


71 


-22.65 


57.89 


14. 


09 


-23.48 


58.91 


10. 


89 


-23.79 


60.01 


12. 


33 


-22.67 


59.43 


8. 


08 


-21.48 


59.69 


7. 


93 


-23.33 


59.61 


8. 


61 


-22.67 


60.06 


9. 


19 


-22.36 


58.82 


13. 


42 


-23 .51 


58.50 


8. 


48 


-21.00 


58.93 


12. 


71 


-23.60 


61.06 


9. 


94 


-24.69 


61.35 


11. 


85 



V>'1 
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TABLE Vn 



165 


LEU N 


-31.59 


-23.20 


61.61 


5.74 


165 


LEU CA 


-32.29 


-24.07 


62.58 


6.61 


165 


LEU CB 


-32.27 


-23.43 


63.97 


3.31 


165 


LEU CG 


-32.85 


-24.20 


65.15 


2.00 


165 


LEU CD1 


-31.81 


-25.14 


65.69 


3.91 


165 


LEU CD2 


-33.27 


-23.20 


66.22 


3.66 


165 


LEU C 


-33.71 


-24.47 


62.20 


8.12 


165 


LEU 0 


-34.52 


-23.62 


61.80 


12.38 


166 


ALA N 


-34.04 


-25.75 


62.36 


6.76 


166 


ALA CA 


-35.37 


-26.25 


62.02 


6.92 


166 


ALA CB 


-35.28 


-27.67 


61.50 


5.38 


166 


ALA C 


-36.29 


-26.20 


63.24 


9.15 


166 


ALA 0 


-36.23 


-27.07 


64.10 


12.12 


167 


VAL N 


-37.15 


-25.19 


63.30 


10.50 


167 


VAL CA 


-38.06 


-25.06 


64.42 


10.11 


167 


VAL CB 


-38.16 


-23.60 


64.93 


9.38 


167 


VAL CGI 


-36.79 


-23.07 


65.35 


2.39 


167 


VAL CG2 


-38.82 


-22.71 


63.88 


7.39 


167 


VAL C 


-39.47 


-25.56 


64.11 


10.07 


167 


VAL 0 


-40.44 


-25.13 


64.73 


12.94 


168 


GLY N 


-39.60 


-26.47 


63.16 


9.76 


168 


GLY CA 


-40.93 


-26.97 


62.85 


7.51 


168 


GLY C 


-41.09 


-27.55 


61.46 


8.86 


168 


GLY 0 


-40.11 


-27.88 


60.80 


7.84 


169 


TYR N 


-42.34 


-27.71 


61.06 


10.03 


169 


TYR CA 


-42.70 


-28.24 


59.76 


12.55 


169 


TYR CB 


-42.20 


-29.67 


59.56 


12.27 


169 


TYR CG 


-42.79 


-30.71 


60.51 


12.03 


169 


TYR CD1 


-44.13 


-31.06 


60.43 


9.03 


169 


TYR CE1 


-44.67 


-32.02 


61.26 


9.87 


169 


TYR CD2 


-42.00 


-31.35 


61.45 


11.40 


169 


TYR CE2 


-42.54 


-32.31 


62.30 


8.77 


169 


TYR CZ 


-43.87 


-32.64 


62.19 


6.67 


169 


TYR OH 


-44.45 


-33.58 


63.00 


8.74 


169 


TYR C 


-44.21 


-28.15 


59.68 


15.32 


169 


TYR 0 


-44.88 


-28.12 


60.72 


19.66 


170 


GLY N 


-44.77 


-28.10 


58.47 


15.75 


170 


GLY CA 


-46.21 


-28.00 


58.36 


13.53 


170 


GLY C 


-46.70 


-28.03 


56.94 


14.99 


170 


GLY 0 


-46.13 


-28.72 


56.09 


14.31 


171 


ILE N 


-47.70 


-27.21 


56.66 


17.47 


171 


ILE CA 


-48.28 


-27.14 


55.33 


23.06 
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171 


ILE 


CB 


-49.37 


171 


ILE 


CG2 


-50.56 


171 


ILE 


CGI 


-49.86 


171 


ILE 


CD1 


-49.86 


171 


ILE 


c 


-48.86 


171 


ILE 


0 


-49.14 


172 


GLN 


N 


-48.95 


172 


GLN 


CA 


-49.52 


172 


GLN 


CB 


-48.53 


172 


GLN 


CG 


-49.13 


172 


GLN 


CD 


-48.15 


172 


GLN 


OE1 


-47.37 


172 


GLN 


NE2 


-48.17 


172 


GLN 


C 


-50.02 


172 


GLN 


0 


-49.24 


173 


LYS 


N 


-51.32 


173 


LYS 


CA 


-51.91 


173 


LYS 


CB 


-51.58 


173 


LYS 


CG 


-52.35 


173 


LYS 


CD 


-53.81 


173 


LYS 


CE 


-54.48 


173 


LYS 


NZ 


-54.64 


173 


LYS 


c 


-51.45 


173 


LYS 


0 


-51.02 


174 


GLY 


N 


-51.49 


174 


GLY 


CA 


-51.08 


174 


GLY 


C 


-49.59 


174 


GLY 


0 


-49.18 


175 


ASN 


N 


-48.79 


175 


ASN 


CA 


-47.34 


175 


ASN 


CB 


-46.59 


175 


ASN 


CG 


-47.13 


175 


ASN 


OD1 


-46.80 


175 


ASN 


ND2 


-47.96 


175 


ASN 


c 


-46.85 


175 


ASM 






176 


LYS 


N 


-46.34 


176 


LYS 


CA 


-45.79 


176 


LYS 


CB 


-45.64 


176 


LYS 


CG 


-46.95 


176 


LYS 


CD 


-46.63 


176 


LYS 


CE 


-47.83 



TABLE VD 

-28.23 55.17 25.40 

-27.93 56.06 30.02 

-28.31 53.73 33.16 

-29.73 53.19 37.53 

-25.75 55.07 21.85 

-25.02 56.01 26.83 

-25.33 53.81 24.21 

-24.03 53.46 24.63 

-22.88 53.66 22.98 

-21.50 53.34 24.04 

-20.35 53.49 25.53 

-20.30 54.45 30.09 

-19.42 52.55 28.42 

-24.03 52.02 25.83 

-24.28 51.09 28.71 

-23.80 51.83 23.80 

-23.78 50.49 22.33 

-22.46 49.78 22.26 

-21.23 50.29 26.56 

-21.23 49.80 30.52 

-19.85 49.89 29.44 

-19.30 51.27 28.52 

-24.98 49.66 21.89 

-24.84 48.52 22.66 

-26.16 50.27 21.87 

-27.38 49.61 20.01 

-27.70 49.71 19.12 

-28.85 49.49 14.08 

-26.71 50.06 19.25 

-26.90 50.16 22.03 

-25.65 49.70 23.43 

-25.08 48.40 26.87 

-25.56 47.31 24.31 

-24.04 48.52 27.46 

-27.30 51.56 22.36 

-26.52 52.51 22.73 

-28.52 51.69 18.82 

-28.98 52.95 18.15 

-30.50 52.97 19.27 

-31.32 53.07 21.41 

-32.84 52.96 17.01 

-33.72 53.27 21.32 
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176 


LYS 


NZ 


-48.07 


176 


LYS 


C 


-44.42 


176 


LYS 


0 


-43.56 


177 


HIS 


N 


-44.19 


177 


HIS 


CA 


-42.93 


177 


HIS 


CB 


-43.18 


177 


HIS 


CG 


-44.04 


177 


HIS 


CD2 


-43.77 


177 


HIS 


ND1 


-45.37 


177 


HIS 


CE1 


-45.87 


177 


HIS 


NE2 


-44.92 


177 


HIS 


C 


-42.20 


177 


HIS 


0 


-42.71 


178 


TRP 


N 


-41.05 


178 


TRP 


CA 


-40.27 


178 


TRP 


CB 


-38.80 


178 


TRP 


CG 


-38.53 


178 


TRP 


CD2 


-38.48 


178 


TRP 


CE2 


-38.10 


178 


TRP 


CE3 


-38.73 


178 


TRP 


CD1 


-38.19 


178 


TRP 


NE1 


-37.93 


178 


TRP 


CZ2 


-37.95 


178 


TRP 


CZ3 


-38.58 


178 


TRP 


CH2 


-38.19 


178 


TRP 


C 


-40.31 


178 


TRP 


0 


-40.55 


179 


ILE 


N 


-40.13 


179 


ILE 


CA 


-40.11 


179 


ILE 


CB 


-40.99 


179 


ILE 


CG2 


-40.96 


179 


ILE 


CGI 


-42.44 


179 


ILE 


CD1 


-43.38 


179 


ILE 


C 


-38.66 


179 


ILE 


0 


-38.13 


180 


ILE 


N 


-38.01 


180 


ILE 


CA 


-36.60 


180 


ILE 


CB 


-35.84 


180 


ILE 


CG2 


-34.41 


180 


ILE 


CGI 


-35.91 


180 


ILE 


CD1 


-35.21 


180 


ILE 


C 


-36.27 



TABLE VD 

-33.97 54.73 17.44 

-28.30 53.03 20.70 

-28.53 52.17 21.72 

-27.51 54.08 18.91 

-26.78 54.26 13.73 

-25.28 54.19 16.90 

-24.76 55.30 17.13 

-24.55 56.62 20.36 

-24.39 55.13 20.15 

-23.99 56.28 21.57 

-24.08 57.20 21.14 

-27.08 55.56 13.57 

-27.80 56.42 15.98 

-26.45 55.74 11.27 

-26.56 56.97 10.08 

-26.95 56.72 13.29 

-28.36 56.29 9.82 

-29.53 57.12 13.57 

-30.61 56.30 13.92 

-29.77 58.48 15.49 

-28.77 55.04 12.10 

-30.12 55.03 13.58 

-31.92 56.79 14.49 

-31.07 58.97 16.39 

-32.13 58.12 16.81 

-25.13 57.51 10.66 

-24.19 56.75 11.76 

-24.95 58.82 11.11 

-23.61 59.41 9.30 

-23.50 60.66 11.02 

-22.10 61.21 3.09 

-23.88 60.33 9.87 

-23.79 61.52 10.20 

-23.46 59.79 10.91 

-24.27 60.55 13.14 

-22.45 59.23 12.47 

-22.25 59.48 10.39 

-22.35 58.14 4.50 

-21.90 58.27 4.54 

-23.78 57.61 6.63 

-24.85 58.48 10.08 

-20.95 60.18 12.35 
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180 


ILE 


O 


-36.73 


181 


LYS 


N 


-35.50 


181 


LYS 


CA 


-35.06 


181 


LYS 


CB 


-34.92 


181 


LYS 


CG 


-34.55 


181 


LYS 


CD 


-34.21 


181 


LYS 


CE 


-33.83 


181 


LYS 


NZ 


-33.38 


181 


LYS 


C 


-33.71 


181 


LYS 


0 


-32.76 


182 


ASN 


N 


-33.63 


182 


ASN 


CA 


-32.38 


182 


ASN 


CB 


-32.62 


182 


ASN 


CG 


-31.37 


182 


ASN 


OD1 


-30.38 


182 


ASN 


ND2 


-31.40 


182 ASN C 


-31.67 


182 


ASN 


0 


-32.29 


183 


SER 


N 


-30.37 


183 


SER 


CA 


-29.55 


183 


SER 


CB 


-28.41 


183 


SER 


OG 


-27.51 


183 


SER 


C 


-29.03 


183 


SER 


0 


-27.84 


184 


TRP 


N 


-29.92 


184 


TRP 


CA 


-29.59 


184 


TRP 


CB 


-29.94 


184 


TRP 


CG 


-28.96 


184 


TRP 


CD2 


-29.09 


184 


TRP 


CE2 


-27.91 


184 


TRP 


CE3 


-30.09 


184 


TRP 


CD1 


-27.75 


184 


TRP 


NE1 


-27.11 


184 


TRP 


CZ2 


-27.70 


184 


TRP 


CZ3 


-29.88 


184 


TRP 


CH2 


-28 70 


184 


TRP 


C 


-30.30 


184 


TRP 


0 


-30.21 


185 


GLY 


N 


-31. OS 


185 


GLY 


CA 


-31.75 


185 


GLY 


C 


-33.25 


185 


GLY 


0 


-33.78 



TABLE VH 

-19.88 59.76 18.36 

-21.05 61.27 9.02 

-19.88 62.03 6.93 

-20.19 63.52 8.20 

-18.99 64.39 4.18 

-19.41 65.80 5.00 

-18.23 66.69 2.00 

-18.69 68.03 2.00 

-19.45 61.47 6.56 

-20.23 61.51 9.50 

-18.25 60.93 6.31 

-17.79 60.36 7.51 

-17.18 58.97 12.34 

-17.16 58.12 13.66 

-17.83 58.43 13.80 

-16.41 57.03 14.20 

-16.80 61.27 8.95 

-16.18 62.12 9.35 

-16.65 61.07 12.23 

-15.74 61.87 12.33 

-16.50 62.54 11.14 

-17.06 61.60 2.83 

-14.56 61.05 17.18 

-14.23 61.12 14.11 

-13.92 60.30 20.03 

-12.77 59.45 17.75 

-13.03 57.99 17.44 

-13.87 57.26 11.74 

-14.40 55.93 10.49 

-15.11 55.65 11.82 

-14.34 54.96 7.76 

-14.27 57.71 13.64 

-15.01 56.76 18.22 

-15.76 54.44 8.06 

-14.99 53.75 8.86 

-15.69 53.50 6.44 

-11.51 59.91 18.70 

-10.47 59.27 18.61 

-11.62 61.01 19.92 

-10.48 61.55 17.99 

-10.62 61.47 21.34 

-11.41 60.68 24.20 
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186 GLU N 


-33.94 


186 GLU CA 


-35.39 


186 GLU CB 


-35.92 


186 GLU CG 


-37.35 


186 GLU CD 


-37.39 


186 GLU OE1 


-36.64 


186 GLU OE2 


-38.18 


186 GLU C 


-35.93 


186 GLU 0 


-37.08 


187 ASN N 


-35.09 


187 ASN CA 


-35.54 


187 ASN CB 


-35.10 


187 ASN CG 


-36.04 


187 ASN OD1 


-35.65 


187 ASN ND2 


-37.28 


187 ASN C 


-35.20 


187 ASN 0 


-35.12 


188 TRP N 


-34.95 


188 TRP CA 


-34.69 


188 TRP CB 


-33.39 


188 TRP CG 


-33.28 


188 TRP CD2 


-33.78 


188 TRP CE2 


-33.53 


188 TRP CE3 


-34.43 


188 TRP CD1 


-32.75 


188 TRP NE1 


-32.90 


188 TRP C22 


-33.90 


188 TRP CZ3 


-34.79 


188 TRP CH2 


-34.53 


188 TRP C 


-35.87 


188 TRP 0 


-36.40 


189 GLY N 


-36.28 


189 GLY CA 


-37.41 


189 GLY C 


-38.59 


189 GLY 0 


-38.70 


190 ASN N 


-39.44 


190 ASN CA 


-40.60 


190 ASN CB 


-41.76 


190 ASN CG 


-43.09 


190 ASN OD1 


-43.14 


190 ASN ND2 


-44.18 


190 ASN C 


-40.20 



TABLE VH 



-9.85 


62.30 


25 


.86 


-9.85 


62.34 


28 


.63 


-9.06 


63.55 


33 


.72 


-9.41 


64.01 


33 


.62 


-10.59 


64.97 


33 


.61 


-10.57 


65.96 


35 


.89 


-11.54 


64.74 


33 


. 82 


-9.26 


61.04 


27, 


.44 


-9.48 


60.68 


29. 


,63 


-8.50 


60.33 


28. 


18 


-7.88 


59.08 


30. 


53 


-6.41 


58.99 


33 . 


02 


-5.57 


58.12 


36. 


45 


-4.51 


57.62 


41. 


13 


-6.03 


57.95 


34. 


46 


-8.65 


57.79 


29. 


17 


-8.08 


56.69 


26. 


38 


-9.94 


57.93 


26. 


78 



-10.76 56.76 22.32 

-11.54 56.84 20.90 

-12.47 55.69 18.19 

-13.82 55.64 20.16 

-14.30 54.34 16.93 

-14.65 56.56 15.73 

-12.21 54.46 12.09 

-13.31 53.64 17.84 

-15.58 53.94 18.81 

-15.92 56.17 18.58 

-16.38 54.87 19.87 

-11.70 56.68 21.57 

-12.11 57.72 19.48 

-12.04 55.46 22.26 

-12.93 55.26 19.03 

-12.53 56.12 16.83 

-11.37 56.51 16.64 

-13.48 56.47 19.64 

-13.17 57.30 21.04 

-14.13 57.02 18.69 

-13.58 57.49 20.80 

-12.58 58.20 25.63 

-14.23 57.09 16.08 

-13.18 58.78 20.26 
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TABLE VH 

190 ASN O -40.08 -14.23 59.39 21.80 

191 LYS N -39.91 -11.99 59.31 19.09 
191 LYS CA -39.51 -11.81 60.71 17.89 
191 LYS CB -40.69 -11.99 61.66 19.60 
191 LYS CG -41.88 -11.07 61.39 20.04 
191 LYS CD -43.02 -11.37 62.36 17.35 
191 LYS CE -44.34 -10.84 61.84 16.88 
191 LYS NZ -45.47 -11.13 62.77 17.42 
191 LYS C -38.33 -12.71 61.12 14.97 

191 LYS 0 -38.28 -13.22 62.23 11.80 

192 GLY N -37.38 -12.87 60.20 16.54 
192 GLY CA -36.20 -13.67 60.47 10.79 
192 GLY C -36.40 -15.14 60.19 12.10 

192 GLY O -35.53 -15.94 60.52 14.29 

193 TYR N -37.53 -15.50 59.59 15.02 
193 TYR CA -37.82 -16.91 59.26 15.85 
193 TYR CB -39.02 -17.45 60.08 19.04 
193 TYR CG -38.75 -17.68 61.55 20.49 
193 TYR CD1 -38.79 -16.64 62.45 23.39 
193 TYR CE1 -38.52 -16.84 63.79 24.79 
193 TYR CD2 -38.43 -18.95 62.02 21.17 
193 TYR CE2 -38.15 -19.17 63.36 22.23 
193 TYR CZ -38.19 -18.11 64.24 24.79 
193 TYR OH -37.88 -18.29 65.56 25.50 
193 TYR C -38.11 -17.13 57.77 14.84 

193 TYR O -38.58 -16.22 57.07 11.51 

194 ILE N -37.90 -18.36 57.33 16.12 
194 ILE CA -38.16 -18.78 55.96 14.70 
194 ILE CB -36.84 -18.88 55.15 17.12 
194 ILE CG2 -35.85 -19.82 55.81 13.78 
194 ILE CGI -37.11 -19.29 53.70 15.67 
194 ILE CD1 -35.97 -18.96 52.77 13.44 
194 ILE C -38.92 -20.12 55.97 12.70 

194 ILE O -38.59 -21.02 56.73 11.58 

195 LEU N -39.99 -20.21 55.18 12.52 
195 LEU CA -40.79 -21.43 55.09 12.23 
195 LEU CB -42.27 -21.12 54.93 12.99 
195 LEU CG -42.88 -20.23 55.99 16.19 
195 LEU CD1 -44.36 -20.05 55.68 16.70 
195 LEU CD2 -42.69 -20.87 57.36 17.95 
195 LEU C -40.36 -22.30 53.93 10.25 
195 LEU O -41.15 -22.59 53.05 15.85 
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TABLE VH 

196 MET N -39.12 -22.76 53.96 9.10 

196 MET CA -38.58 -23.59 52.89 9.39 

196 MET CB -37.15 -23.99 53.20 8.97 

196 MET CG -36.23 -22.*80 53.29 8.78 

196 MET SD -34.62 -23.28 53.80 18.24 

196 MET CE -33.88 -23.71 52.24 8.14 

196 MET C -39.43 -24.79 52.52 10.25 

196 MET 0 -40.21 -25.27 53.33 13.91 

197 ALA N -39.26 -25.28 51.30 11.72 
197 ALA CA -40.03 -26.42 50.82 12.43 
197 ALA CB -39.92 -26.52 49.30 7.27 
197 ALA C -39.62 -27.73 51.49 13.38 

197 ALA 0 -38.45 -27.92 51.85 11.55 

198 ARG N -40.58 -28.64 51.65 11.95 
198 ARG CA -40.38 -29.92 52.30 13.06 
198 ARG CB -41.05 -29.94 53.69 14.09 
198 ARG CG -41.05 -31.27 54.39 5.88 
198 ARG CD -41.44 -31.09 55.84 6.02 
198 ARG NE -42.82 -30.68 56.02 3.48 
198 ARG CZ -43.85 -31.52 56.05 6.84 
198 ARG NH1 -43.64 -32.82 55.89 2.00 
198 ARG NH2 -45.07 -31.08 56.35 2.52 
198 ARG C -40.94 -31.02 51.43 12.96 

198 ARG O -41.97 -30.84 50.78 15.58 

199 ASN N -40.29 -32.18 51.47 12.90 
199 ASN CA -40.66 -33.34 50.66 13.45 
199 ASN CB -42.17 -33.57 50.63 17.26 
199 ASN CG -42.69 -34.17 51.91 22.47 
199 ASN OD1 -42.08 -35.09 52.47 20.71 
199 ASN ND2 -43.83 -33.68 52.36 26.83 
199 ASN C -40.12 -33.20 49.24 12.34 

199 ASN O -39.63 -34.18 48.69 12.85 

200 LYS N -40.22 -32.00 48.68 10.89 
200 LYS CA -39.73 -31.64 47.34 8.22 
200 LYS CB -39.86 -30.13 47.11 8.55 
200 LYS CG -41.26 -29.57 47.04 5.90 
200 LYS CD -41.97 -30.04 45.79 9.80 
200 LYS CE -43.07 -29.09 45.40 9.34 
200 LYS NZ -42.51 -27.88 44.72 10.27 
200 LYS C -38.29 -32.09 47.02 7.56 

200 LYS 0 -37.43 -31.27 46.71 5.62 

201 ASN N -38.05 -33.39 47.07 9.28 
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TABLE VH 

-33.82 55.03 17.00 

-34.98 55.38 15.14 

-33.13 54.55 17.17 

-33.79 54.42 16.44 

-33.40 53.11 16.56 

-33.93 51.86 12.14 

-34.83 51.91 6.67 

-33.36 50.72 12.22 

-33.56 55.59 16.20 

-34.39 55.83 19.88 

-32.44 56.30 11.98 

-32.16 57.40 12.42 

-31.10 56.96 11.33 

-31.03 57.61 6.60 

-32.42 57.81 6.26 

-30.23 56.73 6.70 

-31.77 58.73 14.26 

-30.96 59.48 15.18 

-32.44 59.08 15.00 

-32.84 58.30 15.00 

-32.10 60.27 15.00 

-32.37 60.06 15.00 

-32.97 61.45 15.00 

-34.16 61.40 11.82 

-32.32 62.66 12.69 

-33.00 63.90 11.35 

-33.22 64.03 10.79 

-32.01 64.32 5.14 

-32.25 65.11 11.89 

-31.01 65.14 11.91 

-32.99 66.09 12.57 

-32.38 67.31 11.64 

-32.69 67.51 12.77 

-34.12 67.44 11.84 

-34.70 66.24 10.42 

-34.91 68.58 14.45 

-36.03 66.17 16.06 

-36.24 68.53 15.41 

-36.81 67.32 16.55 

-32.83 68.48 12.10 

-33.85 68.41 12.03 

-32.05 69.57 12.99 
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TABLE VH 

-30.73 69.77 10.69 

-32.41 70.74 12.29 

-31.05 71.29 11.67 

-30.29 71.12 14.62 

-33.23 71.75 12.17 

-33.11 71.88 2.00 

-34.09 72.45 14.45 

-34.94 73.50 19.77 

-36.34 73.46 20.65 

-37.08 72.17 24.16 

-38.52 72.24 29.93 

-38.57 72.40 33.14 

-39.97 72.44 35.37 

-34.26 74.84 21.45 

-33.92 75.20 16.74 

-34.05 75.57 22.65 

-33.38 76.85 25.38 

-32.13 76.79 27.81 

-31.09 77.85 26.22 

-29.54 77.29 25.84 

-28.76 76.63 23.17 

-34.30 77.99 25.33 

-34.77 78.71 27.00 

-34.58 78.12 23.48 

-16.42 65.02 14.43 

-20.25 62.17 18.73 

-12.22 63.70 43.10 

-12.20 72.96 5.87 

-23.55 69.64 9.44 

-30.97 61.16 4.73 

-8.39 61.94 32.49 

-21.66 66.41 2.00 

-26.52 48.92 29.00 

-35.43 55.56 13.84 

-17.45 68.90 12.03 

-25.26 44.65 38.82 

-5.83 68.94 43.50 

-18.60 67.86 32.89 

-26.71 51.39 30.11 

-24.80 49.94 8.69 

-33.25 57.36 12.67 

-10.19 75.44 15.32 
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TABLE VH 



234 


HOH 


OH2 


-36 


.31 


-14.76 


75 


.60 


16.14 


235 


HOH 


OH2 


-16 


.18 


-4.92 


68 


.62 


27.92 


236 


HOH 


OH2 


-16 


.52 


-8.98 


75 


.02 


28.63 


237 


HOH 


OH2 


-10 


.50 


-18.37 


70 


.18 


39.29 


238 


HOH 


OH2 


-9 


.29 


-19.89 


78.20 


29.36 


239 


HOH 


OH2 


-45 


.95 


-16.45 


54 


.42 


32.47 


240 


HOH 


OH2 


-33 


.98 


-29.86 


44 


.88 


32.74 


241 


HOH 


OH2 


-36 


.55 


-38.18 


52 


.42 


11.87 


242 


HOH 


OH2 


-41 


.73 


-34.84 


55 


.47 


18.73 


243 


HOH 


OH2 


-41 


.21 


-19.79 


71 


.20 


12.36 


244 


HOH 


OH2 


-47 


.90 


-19.78 


72 


.76 


27.97 


245 


HOH 


OH2 


-42. 


.20 


-14.92 


70 


.78 


34 . 65 


246 


HOH 


OH2 


-26. 


.14 


-8.98 


67 


.92 


37 . 03 


247 


HOH 


OH2 


-32. 


.81 


-7.84 


63. 


.95 


35.20 


248 


HOH 


OH2 


-19. 


.95 


-7.54 


63. 


.08 


32 .69 


249 


HOH 


OH2 


-16. 


.19 


-10.67 


61. 


.92 


30 .22 


250 


HOH 


OH2 


-35. 


,01 


-39.74 


65. 


.90 


10.75 


251 


HOH 


OH2 


-13. 


63 


-24.17 


76. 


.67 


16 .76 


252 


HOH 


OH2 


-8. 


21 


-25.68 


60. 


56 


19 .27 


253 


HOH 


OH2 


-20. 


14 


-27.62 


51. 


69 


32 .97 


254 


HOH 


OH2 


-25. 


01 


-33.27 


60. 


23 


25.95 


255 


HOH 


OH2 


-13. 


56 


-29.77 


72. 


49 


36.07 


256 


HOH 


OH2 


-33. 


43 


-40.03 


63. 


75 


25.23 


257 


HOH 


OH2 


-20. 


84 


-23 .81 


87. 


06 


28.06 


258 


HOH OH2 


-13. 


50 


-12.46 


62. 


97 


41.75 


259 


HOH 


OH2 


-28. 


41 


-30.03 


56. 


55 


11 .99 


260 


HOH 


OH2 


-28. 


87 


-16.56 


42. 


17 


23.76 


261 


HOH 


OH2 


-25. 


56 


-19.23 


42. 


44 


8.60 


262 


HOH 


OH2 


-32. 


08 


-33.98 


47. 


05 


47.25 


263 


HOH 


OH2 


-22. 


35 


-31.23 


43. 


22 


18.34 


264 


HOH 


OH2 


-32. 


62 


-28.89 


42. 


32 


42.83 


265 


HOH 


OH2 


-38. 


09 


-30.05 


50. 


12 


38.26 
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TABLE VKI 



Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor 4-[N-[(4- 
pyridylmethoxy) carbonyl] -L-leucyl] -1- [N- 
[ {phenylmethoxy ) carbonyl ] -L-leucyl ] -3 - 
pyrrol idinone . 

Residue Atom X Y Z B 



1 

X 


AT.A 


CB 


-46 .30 


-38 . 07 


64 13 

« X*J 


15 00 

X J ■ U U 


1 


ALA 

nun 


c 


-48.64 


-37 16 

J / a X V 


64 46 


15 00 

x J . UU 


1 

X 


ALA 


o 


-49.53 


-37 . 68 


63 79 


15 00 
X J • uu 


1 


ALA 


N 


-48.10 


-39 .41 


65 31 


15 00 

x J • UU 


1 

X 


ALA 


CA 


-47 .55 


-38 03 


65 Oft 

OJ • UO 


15 00 

X J ■ U V 


2 

X 


PRO 

X AW 


N 


-48.69 


-35 88 


64 81 

0*B • OX 


15 00 


2 

X 


PRO 


CD 

\_x/ 


-48 06 


-35 33 


66 02 
oo • ux 


15 00 

1J . UU 


2 

X 


PRO 




-49 67 


-34 93 


6A 29 

Of* . X -7 


15 00 

x -J • U U 


2 

X 


PRO 


OR 


-49 53 


-33 73 


65 94 


15 00 

IJ • UU 


2 

X 


PRO 


PG 




-33 R5 


65 77 


1 5 00 

x J • UU 


2 

X 


PRO 
x*\w 


p 


-49 42 


-34 53 


OX • oo 


15 00 
1J • uu 


2 


PRO 


o 


-48 34 


-34 77 


62 28 

O X • X o 


15 00 


•j 


AQP 




-50 40 


-33 85 

J J . Oj 


69 30 


IS nn 


-j 


A^P 


PA 


-50 29 


-33 37 


60 93 

OU « 7J 


is no 




A<5P 


PR 


-51 65 




60 97 

OU • x / 


1 no 


** 
j 


nor 


PO 


-•52 1? 




60 00 
OU • uu 


1 00 




ASP 


OD1 




-35 .30 


CO O Jl 

58 . 64 


15 . 00 


3 


ASP 


0D2 


-52.59 


-35.51 


60.95 


15.00 


3 


ASP 


C 


-49.76 


-31.93 


61.01 


15.00 


3 


ASP 


0 


-49.44 


-31.32 


59.99 


15.00 


4 


SER 


N 


-49.58 


-31.45 


62.24 


15.00 


4 


SER 


CA 


-49.13 


-30.09 


62.51 


15.00 


4 


SER 


CB 


-50.32 


-29.14 


62.52 


15.00 


4 


SER 


OG 


-50.86 


-29.02 


61.20 


15.00 


4 


SER 


C 


-48.39 


-29.96 


63.84 


15.00 


4 


SER 


0 


-48.74 


-30.63 


64.84 


15.00 


5 


VAL 


N 


-47 . 34 


-29.15 


63.84 


15.00 


5 


VAL 


CA 


-46.50 


-28.91 


64.99 


15.00 


5 


VAL 


CB 


-45.35 


-29.97 


65.11 


15.00 


5 


VAL 


CGI 


-44.17 


-29.43 


65.89 


15.00 


5 


VAL 


CG2 


-45.84 


-31.21 


65.74 


15.00 


5 


VAL 


C 


-45.86 


-27.57 


64.80 


15.00 


5 


VAL 


0 


-45.37 


-27.25 


63.70 


15.00 
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TABLE Vm 

6 ASP N -45.84 -26.80 65.89 15.00 

6 ASP CA -45.22 -25.50 65.92 15.00 

6 ASP CB -46.16 -24.37 65.46 15.00 

6 ASP CG -45.40 -23.07 65.15 15.00 

6 ASP OD1 -44.21 -22.96 65.51 15.00 

6 ASP OD2 -45.98 -22.17 64.51 15.00 

6 ASP C -44.81 -25.27 67.34 15.00 

6 ASP O -45.65 -24.96 68.17 15.00 

7 TYR N -43.51 -25.35 67.61 15.00 
7 TYR CA -43.00 -25.14 68.94 15.00 
7 TYR CB -41.63 -25.80 69.13 15.00 
7 TYR CG -41.68 -27.30 69.31 15.00 
7 TYR CD1 -41.55 -27.88 70.57 15.00 
7 TYR CE1 -41.60 -29.29 70.74 15.00 
7 TYR CD2 -41.86 -28.14 68.22 15.00 
7 TYR CE2 -41.91 -29.55 68.38 15.00 
7 TYR CZ -41.79 -30.10 69.64 15.00 
7 TYR OH -41.91 -31.46 69.83 15.00 
7 TYR C -42.85 -23.70 69.30 15.00 

7 TYR O -42.16 -23.39 70.26 15.00 

8 ARG N -43.40 -22.80 68.50 15.00 
8 ARG CA -43.31 -21.39 68.80 15.00 
8 ARG CB -43.55 -20.55 67.56 15.00 
8 ARG CG -42.37 -20.55 66.60 15.00 
8 ARG CD -42.57 -19.68 65.38 15.00 
8 ARG NE -43.64 -20.20 64.53 15.00 
8 ARG CZ -43.88 -19.78 63.29 15.00 
8 ARG NH1 -43.09 -18.84 62.77 15.00 
8 ARG NH2 -44.92 -20.26 62.60 15.00 
8 ARG C -44.37 -21.14 69.84 15.00 

8 ARG O -44.09 -20.64 70.93 15.00 

9 LYS N -45.58 -21.65 69.54 15.00 
9 LYS CA -46.73 -21.55 70.42 15.00 
9 LYS CB -47.95 -22.19 69.75 15.00 
9 LYS CG -48.42 -21.37 68.55 15.00 
9 LYS CD -48.71 -22.24 67.29 15.00 
9 LYS CE -49.41 -21.46 66.17 15.00 
9 LYS NZ -50.87 -21.36 66.45 15.00 
9 LYS C -46.44 -22.17 71.79 15.00 
9 LYS O -46.36 -21.45 72.77 15.00 

10 LYS N -46.15 -23.46 71.83 15.00 

10 LYS CA -45.85 -24.13 73.10 15.00 

10 LYS CB -45.43 -25.57 72.86 15.00 
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10 


LYS 


CG 


-46.52 


10 


LYS 


CD 


-46.05 


10 


LYS 


CE 


-46.89 


10 


LYS 


NZ 


-48.31 


10 


LYS 


c 


-44.81 


10 


LYS 


0 


-44.74 


11 


GLY 


N 


-43.95 


11 


GLY 


CA 


-42 .94 


11 


GLY 


c 


-41.53 


11 


GLY 


0 


-40.78 


12 


TYR 


N 


-41.13 


12 


TYR 


CA 


-39.76 


12 


TYR 


CB 


-39.78 


12 


TYR 


CG 


-40.42 


12 


TYR 


CD1 


-41.76 


12 


TYR 


CE1 


-42.34 


12 


TYR 


CD2 


-39.66 


12 


TYR 


CE2 


-40.21 


12 


TYR 


CZ 


-41.55 


12 


TYR 


OH 


-42.10 


12 


TYR 


c 


-38.82 


12 


TYR 


O 


-37.64 


13 


VAL 


N 


-39.37 


13 


VAL 


CA 


-38.56 


13 


VAL 


CB 


-39 .14 


13 


VAL 


CGI 


-38 .15 


13 


VAL 


CG2 


-39 .49 


13 


VAL 


C 


-38.31 


13 


VAL 


0 


-39.24 


14 


THR 


N 


-37 .03 


14 


THR 


CA 


-36.64 


14 


THR 


CB 


-35.17 


14 


THR 


OG1 


-34.33 


14 


THR CG2 


-35.01 


14 


THR 


C 


-36 .70 


14 


THR 


O 


-37 .20 


1 ^ 

-L J 


PRO 


N 


JO • ^ / 


15 


PRO 


CD 


-36.21 


15 


PRO 


CA 


-36.29 


15 


PRO 


CB 


-35.98 


15 


PRO 


CG 


-36.64 


15 


PRO 


C 


-35.23 


15 


PRO 


O 


-34.20 



TABLE Vm 






-26.39 


72.25 


15 


.00 


-27.76 


71.89 


15 


.00 


-28.35 


70.81 


15 


.00 


-27.94 


70.92 


15 


.00 


-23.41 


73.94 


15 


.00 


-23.62 


75.14 


15 


.00 


-22.63 


73.30 


15 


.00 


-21.90 


74.05 


15 


.00 


-22.43 


74.01 


15 


.00 


-22.24 


74.97 


15 


.00 


-23.07 


72.91 


15 


.00 


-23.60 


72.84 


15. 


.00 


-24.98 


72.15 


15. 


.00 


-26.09 


72.97 


15. 


.00 


-26.06 


73.35 


15. 


.00 


-27.10 


74.13 


15. 


.00 


-27.18 


73.39 


15. 


.00 


-28.21 


74.17 


15. 


.00 


-28.17 


74.53 


15. 


.00 


-29.21 


75.25 


15. 


.00 


-22.68 


72.08 


15. 


00 


-22.97 


71.90 


15. 


00 


-21.59 


71.56 


15. 


00 


-20.71 


70.75 


15. 


00 


-20.70 


69.33 


15. 


00 


-20.04 


68.35 


15. 


00 


-22.09 


68.92 


15. 


00 


-19.27 


71.23 


15. 


00 


-18.52 


71.45 


15. 


00 


-18.90 


71.32 


15. 


00 


-17.56 


71.76 


15. 


00 


-17.57 


72.25 


15. 


00 


-18.03 


71.18 


15. 


00 


-18.43 


73.50 


15. 


00 


-16.58 


70.60 


15. 


00 


-16.92 


69.53 


15. 


00 


-15.32 


70.83 


15. 


00 


-14.64 


72.14 


15. 


00 


-14.32 


69.76 


15. 


00 


-13.04 


70.49 


15. 


00 


-13.24 


71.83 


15. 


00 


-14.60 


68.72 


15. 


00 


-15.21 


69.02 


15. 


00 
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TABLE Vm 



16 VAL N 


-35.48 


-14.05 


16 VAL CA 


-34.61 


-14.19 


16 VAL CB 


-35.37 


-13.74 


16 VAL CGI 


-34.43 


-13.61 


16 VAL CG2 


-36.44 


-14.72 


16 VAL C 


-33.40 


-13.33 


16 VAL 0 


-33.47 


-12.33 


17 LYS N 


-32.24 


-13.78 


17 LYS CA 


-31.04 


-12.97 


17 LYS CB 


-29.96 


-13.71 


17 LYS CG 


-30.45 


-14.44 


17 LYS CD 


-30.63 


-13.52 


17 LYS CE 


-30.89 


-14.30 


17 LYS NZ 


-32.14 


-15.10 


17 LYS C 


-30.46 


-12.58 


17 LYS 0 


-31.06 


-12.84 


18 ASN N 


-29.30 


-11.94 


18 ASN CA 


-28.58 


-11.48 


18 ASN CB 


-28.58 


-9.96 


18 ASN CG 


-29.93 


-9.39 


18 ASN OD1 


-30.89 


-9.75 


18 ASN ND2 


-30.02 


-8.56 


18 ASN C 


-27.16 


-11.93 


18 ASN 0 


-26.58 


-11.59 


19 GLN N 


-26.59 


-12.69 


19 GLN CA 


-25.22 


-13.13 


19 GLN CB 


-24.96 


-14.41 


19 GLN CG 


-25.34 


-14.25 


19 GLN CD 


-25.10 


-15.49 


19 GLN OE1 


-26.04 


-16.20 


19 GLN NE2 


-23.86 


-15.72 


19 GLN C 


-24.24 


-12.02 


19 GLN O 


-23.05 


-12.15 


20 GLY N 


-24.72 


-11.01 


20 GLY CA 


-23.86 


-9.91 


20 GLY C 


-22.83 


-10.31 


20 GLY 0 


-23.08 


-11.26 


21 GLN N 


-21.69 


-9.61 


21 GLN CA 


-20.72 


-10.02 


21 GLN CB 


-20.01 


-8.83 


21 GLN CG 


-20.87 


-8.13 


21 GLN CD 


-21.58 


-9.06 


21 GLN OE1 


-20.99 


-10.02 



67.52 15.00 

66.36 15.00 

65.10 15.00 

63.92 15.00 

64.78 15.00 

66.56 15.00 

67.23 15.00 

66.10 15.00 

66.26 15.00 

67.06 15.00 

68.35 15.00 

69.54 15.00 

70.82 15.00 

70.83 15.00 
64.91 15.00 
63.87 15.00 
64.94 15.00 
63.75 15.00 
63.69 15.00 

63.96 15.00 
63.32 15.00 

64.97 15.00 
63.99 15.00 
65.03 15.00 
63.06 15.00 
63.22 15.00 
62.43 15.00 

60.98 15.00 
60.16 15.00 

59.82 15.00 
59.77 15.00 

62.83 15.00 
63.08 15.00 
62.11 15.00 
61.69 15.00 

60.65 15.00 
59.94 15.00 
60.49 15.00 
59.43 15.00 
58.75 15.00 

57.66 15.00 
56.63 15.00 
56.16 15.00 



y>4 
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21 


GLN NE2 


-22.84 


21 


GLN C 


-19.72 


21 


GLN 0 


-18.50 


22 


CYS N 


-20.32 


22 


CYS CA 


-19.59 


22 


CYS C 


-20.26 


22 


CYS 0 


-21.48 


22 


CYS CB 


-19.48 


22 


CYS SG 


-19 . 02 


23 


GLY N 


-19.45 


23 


GLY CA 


-20.01 


23 


GLY C 


-20.27 


23 


GLY 0 


-19.73 


24 


SER N 


-21.20 


24 


SER CA 


-21.49 


24 


SER CB 


-21.32 


24 


SER OG 


-22.22 


24 


SER C 


-22.89 


24 


SER 0 


-23.44 


25 


CYS N 


-23.46 


25 


CYS CA 


-24.78 


25 


CYS CB 


-25.18 


25 


CYS SG 


-24.19 


25 


CYS C 


-24.80 


25 


CYS 0 


-25.77 


25 


INH CI 


-14.75 


25 


INH C2 


-15.58 


25 


INH C3 


-15.24 


25 


INH C4 


-14.06 


25 


INH C5 


-13.21 


25 


INH C6 


-13.57 


25 


INH C7 


-16.11 


25 


INH 08 


-17.39 


25 


INH £9 


-18.43 


25 


INH 010 


-18.33 


25 


INH Nil 


-19.57 


25 


INH C12 


-20.88 


25 


INH C13 


-21.31 


25 


INH N14 


-21.06 


25 


INH C15 


-21.68 


25 


INH C16 


-21.59 


25 


INH C17 


-22.57 


25 


INH C18 


-22.15 



TABLE Vm 

-8.74 56.29 15.00 

-11.10 59.87 15.00 

-11.01 59.66 15.00 

-12.22 60.26 15.00 

-13.37 60.72 15.00 

-14.68 60.30 15.00 

-14.80 60.28 15.00 

-13.22 62.25 15.00 

-14.67 63.24 15.00 

-15.65 59.90 15.00 

-16.93 59.52 15.00 

-17.81 60.75 15.00 

-18.91 60.83 15.00 

-17.40 61.61 15.00 

-18.12 62.84 15.00 

-17.21 64.08 15.00 

-16.10 64.07 15.00 

-18.73 62.86 15.00 

-19.03 63.90 15.00 

-18.96 61.69 15.00 

-19.55 61.56 15.00 

-19.59 60.07 15.00 

-20.73 59.02 15.00 

-20.92 62.24 15.00 

-21.25 62.88 15.00 

-27.52 59.81 15.00 

-26.77 58.94 15.00 

-25.44 58.65 15.00 

-24.88 59.25 15.00 

-25.64 60.14 15.00 

-26.96 60.42 15.00 

-24.63 57.72 15.00 

-25.29 57.48 15.00 

-24.53 57.00 15.00 

-23.63 56.17 15.00 

-24.86 57.54 15.00 

-24.22 57.23 15.00 

-23.29 58.42 15.00 

-21.86 58.16 15.00 

-21.41 56.87 15.00 

-21.00 59.27 15.00 

-20.07 58.55 15.00 

-19.99 57.10 15.00 
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25 


INH 


C19 


-21.87 


25 


INH 


C20 


-22.73 


25 


INH 


C21 


-22.94 


25 


INH 


C22 


-24.00 


25 


INH 


N23 


-23.18 


25 


INH 


C24 


-23.12 


25 


INH 


025 


-22.20 


25 


INH 


C26 


-24.25 


25 


INH 


C27 


-24.00 


25 


INH 


C28 


-25.22 


25 


INH 


C29 


-25.14 


25 


INH 


C30 


-25.25 


25 


INH 


N31 


-24.30 


25 


INH 


C32 


-24.85 


25 


INH 


033 


-25.40 


25 


INH 


034 


-24.72 


25 


INH 


C35 


-24.74 


25 


INH 


C36 


-25.68 


25 


INH 


C37 


-25.21 


25 


INH 


C38 


-26.09 


25 


INH 


N39 


-27.37 


25 


INH 


C40 


-27.85 


25 


INH 


C41 


-27.03 


25 


INH 


042 


-22.66 


26 


TRP 


N 


-23.72 


26 


TRP 


CA 


-23.64 


26 


TRP 


CB 


-22.30 


26 


TRP 


CG 


-21.18 


26 


TRP 


CD2 


-20.40 


26 


TRP 


CE2 


-19.44 


26 


TRP 


CE3 


-20.41 


26 


TRP 


CD1 


-20.71 


26 


TRP 


NE1 


-19.66 


26 


TRP 


CZ2 


-18.49 


26 


TRP 


CZ3 


-19.48 


26 


TRP 


CH2 


-18.52 


26 


TRP 


C 


-23.72 


26 


TRP 


0 


-23.97 


27 


ALA 


N 


-23.39 


27 


ALA 


CA 


-23.50 


27 


ALA 


CB 


-22.70 


27 


ALA 


C 


-24.98 


27 


ALA 


0 


-25.52 



TABLE Vm 

-25.40 57.01 15.00 

-25.74 58.21 15.00 

-27.22 58.28 15.00 

-25.01 57.98 15.00 

-19.45 56.18 15.00 

-18.15 55.84 15.00 

-17.42 56.28 15.00 

-17.59 54.91 15.00 

-18.05 53.43 15.00 

-18.05 52.51 15.00 

-19.24 51.66 15.00 

-16.77 51.69 15.00 

-16.10 54.92 15.00 

-15.34 55.87 15.00 

-15.84 56.83 15.00 

-13.96 55.64 15.00 

-13.12 56.80 15.00 

-11.91 56.62 15.00 

-10.60 56.86 15.00 

-9.52 56.74 15.00 

-9.73 56.40 15.00 

-10.96 56.16 15.00 

-12.08 56.26 15.00 

-18.72 58.88 15.00 

-21.69 62.15 15.00 

-23.01 62.85 15.00 

-23.65 62.59 15.00 

-22.75 63.06 15.00 

-22.85 64.28 15.00 

-21.79 64.22 15.00 

-23.71 65.38 15.00 

-21.70 62.39 15.00 

-21.12 63.05 15.00 

-21.56 65.24 15.00 

-23.49 66.41 15.00 

-22.41 66.33 15.00 

-22.83 64.40 15.00 

-23.79 65.16 15.00 

-21.64 64.91 15.00 

-21.43 66.36 15.00 

-20.24 66.80 15.00 

-21.21 66.72 15.00 

-21.89 67.60 15.00 



V>8 
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28 


PHE N 


-25.63 


28 


PHE CA 


-27.02 


28 


PHE CB 


-27.46 


28 


PHE CG 


-26.88 


28 


PHE CD1 


-25.73 


28 


PHE CD2 


-27.47 


28 


PHE CE1 


-25.16 


28 


PHE CE2 


-26.92 


28 


PHE CZ 


-25.75 


28 


PHE C 


-27.93 


28 


PHE 0 


-29.08 


29 


SER N 


-27.44 


29 


SER CA 


-28.24 


29 


SER CB 


-27.74 


29 


SER OG 


-28.44 


29 


SER C 


-28.13 


29 


SER O 


-29.14 


30 


SER N 


-26.90 


30 


SER CA 


-26.64 


30 


SER CB 


-25.14 


30 


SER OG 


-24.40 


30 


SER C 


-27.29 


30 


SER 0 


-27.66 


31 


VAL N 


-27.31 


31 


VAL CA 


-27.89 


31 


VAL CB 


-27.39 


31 


VAL CGI 


-28.13 


31 


VAL CG2 


-25.91 


31 


VAL C 


-29.41 


31 


VAL O 


-30.02 


32 


GLY N 


-29.99 


32 


GLY CA 


-31.43 


32 


GLY C 


-31.90 


32 


GLY O 


-32.81 


33 


ALA N 


-31.22 


33 


ALA CA 


-31.51 


33 


ALA CB 


-30.58 


33 


ALA C 


-31.38 


33 


ALA O 


-32.23 


34 


LEU N 


-30.29 


34 


LEU CA 


-30.03 


34 


LEU CB 


-28.72 


34 


LEU CG 


-27.43 



TABLE Vm 

-20.27 66.03 15.00 

-19.90 66.31 15.00 

-18.71 65.44 15.00 

-17.40 65.85 15.00 

-16.87 65.27 15.00 

-16.73 66.88 15.00 

-15.71 65.70 15.00 

-15.57 67.33 15.00 

-15.04 66.75 15.00 

-21.09 66.06 15.00 

-21.05 66.44 15.00 

-22.09 65.33 15.00 

-23.28 65.05 15.00 

-23.99 63.81 15.00 

-25.21 63.58 15.00 

-24.15 66.27 15.00 

-24.63 66.79 15.00 

-24.31 66.76 15.00 

-25.13 67.94 15.00 

-25.24 68.21 15.00 

-25.67 67.06 15.00 

-24.63 69.21 15.00 

-25.40 70.08 15.00 

-23.32 69.35 15.00 

-22.67 70.51 15.00 

-21.19 70.58 15.00 

-20.34 71.59 15.00 

-21.19 70.86 15.00 

-22.80 70.55 15.00 

-22.96 71.63 15.00 

-22.81 69.35 15.00 

-22.91 69.21 15.00 

-24.26 69.66 15.00 

-24.39 70.47 15.00 

-25.29 69.17 15.00 

-26.66 69.53 15.00 

-27.55 68.80 15.00 

-26.86 71.06 15.00 

-27.54 71.68 15.00 

-26.34 71.63 15.00 

-26.45 73.05 15.00 

-25.82 73.41 15.00 

-26.58 73.17 15.00 
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34 LEU CD1 


-26.28 


34 LEU CD2 


-27.38 


34 LEU C 


-31.12 


34 LEU 0 


-31.65 


35 GLU N 


-31.47 


35 GLU CA 


-32.54 


35 GLU CB 


-32.78 


35 GLU CG 


-31.67 


35 GLU CD 


-31.63 


35 GLU OE1 


-32.41 


35 GLU OE2 


-30.81 


35 GLU C 


-33.83 


35 GLU O 


-34.34 


36 GLY N 


-34.26 


36 GLY CA 


-35.48 


36 GLY C 


-35.58 


36 GLY 0 


-36.67 


37 GLN N 


-34.44 


37 GLN CA 


-34.40 


37 GLN CB 


-33.06 


37 GLN CG 


-32.79 


37 GLN CD 


-33.83 


37 GLN OE1 


-33.99 


37 GLN NE2 


-34.56 


37 GLN C 


-34.52 


37 GLN 0 


-35.01 


38 LEU N 


-33.98 


38 LEU CA 


-34.03 


38 LEU CB 


-33.30 


38 LEU CG 


-33.24 


38 LEU CD1 


-32.61 


38 LEU CD2 


-32.41 


38 LEU C 


-35.46 


38 LEU 0 


-35.86 


39 LYS N 


-36.26 


39 LYS CA 


-37.68 


39 LYS CB 


-38.34 


39 LYS CG 


-39.49 


39 LYS CD 


-40.74 


39 LYS CE 


-41.85 


39 LYS NZ 


-41.65 


39 LYS C 


-38.42 


39 LYS 0 


-39.33 



PCT/US96/17S12 

TABLE Vm 

-25.63 73.53 15.00 

-27.85 74.05 15.00 

-25.73 73.83 15.00 

-26.29 74.80 15.00 

-24.51 73.44 15.00 

-23.76 74.12 15.00 

-22.42 73.41 15.00 

-21.39 73.64 15.00 

-20.29 72.57 15.00 

-20.37 71.57 15.00 

-19.35 72.71 15.00 

-24.57 74.20 15.00 

-24.83 75.31 15.00 

-25.10 73.05 15.00 

-25.91 72.99 15.00 

-27.11 73.93 15.00 

-27.47 74.37 15.00 

-27.72 74.24 15.00 

-28.87 75.12 15.00 

-29.60 74.95 15.00 

-30.19 73.58 15.00 

-31.19 73.19 15.00 

-32.23 73.84 15.00 

-30.89 72.11 15.00 

-28.38 76.55 15.00 

-29.10 77.43 15.00 

-27.18 76.79 15.00 

-26.60 78.12 15.00 

-25.26 78.14 15.00 

-24.54 79.47 15.00 

-25.51 80.46 15.00 

-23.30 79.36 15.00 

-26.45 78.60 15.00 

-27.10 79.58 15.00 

-25.70 77.84 15.00 

-25.45 78.15 15.00 

-24.71 76.97 15.00 

-23.74 77.33 15.00 

-24.43 77.83 15.00 

-23.45 78.12 15.00 

-22.78 79.42 15.00 

-26.78 78.46 15.00 

-26.82 79.30 15.00 
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40 


LYS N 


-38.04 


40 


LYS CA 


-38.66 


40 


LYS CB 


-38.41 


40 


LYS CG 


-39.57 


40 


LYS CD 


-39.10 


40 


LYS CE 


-40.02 


40 


LYS NZ 


-40.21 


40 


LYS C 


-38.08 


40 


LYS 0 


-38.79 


41 


LYS N 


-36.77 


41 


LYS CA 


-36.05 


41 


LYS CB 


-34.53 


41 


LYS CG 


-33.63 


41 


LYS CD 


-33.79 


41 


LYS CE 


-33.13 


41 


LYS NZ 


-33.45 


41 


LYS C 


-36.49 


41 


LYS 0 


-37.34 


42 


THR N 


-35.96 


42 


THR CA 


-36.22 


42 


THR CB 


-34.87 


42 


THR OG1 


-34.35 


42 


THR CG2 


-33.86 


42 


THR C 


-37.16 


42 


THR 0 


-36.86 


43 


GLY N 


-38.28 


43 


GLY CA 


-39.26 


43 


GLY C 


-38.87 


43 


GLY O 


-39.77 


44 


LYS N 


-37.56 


44 


LYS CA 


-37.02 


44 


LYS CB 


-35.84 


44 


LYS CG 


-36.25 


44 


LYS CD 


-35.09 


44 


LYS CE 


-35.50 


44 


LYS NZ 


-36.56 


44 


LYS C 


-36.56 


44 


LYS 0 


-35.71 


45 


LEU N 


-37.07 


45 


LEU CA 


-36.70 


45 


LEU CB 


-37.93 


45 


LEU CG 


-38.06 


45 


LEU CD1 


-37.93 



TABLE Vm 

-27.84 77.77 15.00 

-29.14 77.99 15.00 

-30.07 76.81 15.00 

-31.02 76.53 15.00 

-32.29 75.82 15.00 

-32.72 74.68 15.00 

-31.65 73.65 15.00 

-29.74 79.27 15.00 

-30.27 80.12 15.00 

-29.60 79.41 15.00 

-30.13 80.55 15.00 

-29.93 80.33 15.00 

-30.86 81.11 15.00 

-32.26 80.55 15.00 

-33.31 81.42 15.00 

-34.68 80.86 15.00 

-29.45 81.84 15.00 

-29.97 82.61 15.00 

-28.25 82.04 15.00 

-27.48 83.24 15.00 

-26.94 83.78 15.00 

-25.91 82.92 15.00 

-28.07 83.79 15.00 

-26.30 83.02 15.00 

-25.20 83.45 15.00 

-26.52 82.34 15.00 

-25.47 82.12 15.00 

-24.03 81.79 15.00 

-23.21 81.54 15.00 

-23.75 81.75 15.00 

-22.41 81.49 15.00 

-22.13 82.44 15.00 

-21.41 83.72 15.00 

-21.25 84.67 15.00 

-20.36 85.86 15.00 

-20.99 86.66 15.00 

-22.13 80.06 15.00 

-22.83 79.51 15.00 

-21.04 79.50 15.00 

-20.66 78.14 15.00 

-20.08 77.46 15.00 

-19.92 75.94 15.00 

-21.25 75.26 15.00 
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45 


LEU CD2 


-39.40 


45 


LEU C 


-35.66 


45 


LEU 0 


-36.00 


46 


LEU N 


-34.40 


46 


LEU CA 


-33.30 


46 


LEU CB 


-32.23 


46 


LEU CG 


-31.90 


46 


LEU CD1 


-32.48 


46 


LEU CD2 


-30.35 


46 


LEU C 


-32.68 


46 


LEU 0 


-32.93 


47 


ASN N 


-31.92 


47 


ASN CA 


-31.23 


47 


ASN CB 


-31.29 


47 


ASN CG 


-32.61 


47 


ASN OD1 


-32.68 


47 


ASN ND2 


-33.63 


47 


ASN C 


-29.74 


47 


ASN 0 


-29.01 


48 


LEU N 


-29.28 


48 


LEU CA 


-27.88 


48 


LEU CB 


-27.67 


48 


LEU CG 


-28.05 


48 


LEU CD1 


-27.81 


48 


LEU CD2 


-29.49 


48 


LEU C 


-26.85 


48 


LEU 0 


-27.20 


49 


SER N 


-25.58 


49 


SER CA 


-24.59 


49 


SER CB 


-23.51 


49 


SER OG 


-22.32 


49 


SER C 


-23.93 


49 


SER 0 


-23.08 


50 


PRO N 


-24.29 


50 


PRO CD 


-25.31 


50 


PRO CA 


-23.66 


50 


PRO CB 


-24.47 


50 


PRO CG 


-24.96 


50 


PRO C 


-22.18 


50 


PRO O 


-21.36 


51 


GLN N 


-21.82 


51 


GLN CA 


-20.43 


51 


GLN CB 


-20.39 



TABLE VIE 

-19.29 75.63 15.00 

-19.57 78.35 15.00 

-18.46 78.71 15.00 

-19.94 78.29 15.00 

-18.99 78.50 15.00 

-19.62 79.41 15.00 

-18.84 80.70 15.00 

-19.56 81.88 15.00 

-18.72 80.89 15.00 

-18.70 77.13 15.00 

-19.45 76.19 15.00 

-17.61 76.99 15.00 

-17.30 75.73 15.00 

-15.79 75.44 15.00 

-15.36 74.77 15.00 

-15.24 73.55 15.00 

-15.06 75.58 15.00 

-17.70 75.90 15.00 

-16.99 76.58 15.00 

-18.80 75.29 15.00 

-19.20 75.45 15.00 

-20.68 75.16 15.00 

-21.69 76.27 15.00 

-21.07 77.65 15.00 

-22.12 76.12 15.00 

-18.34 74.73 15.00 

-17.31 74.23 15.00 

-18.70 74.74 15.00 

-17.83 74.11 15.00 

-17.50 75.14 15.00 

-17.09 74.51 15.00 

-18.37 72.87 15.00 

-19.27 72.98 15.00 

-17.86 71.67 15.00 

-16.83 71.34 15.00 

-18.36 70.45 15.00 

-17.67 69.35 15.00 

-16.44 69.97 15.00 

-17.94 70.44 15.00 

-18.62 69.86 15.00 

-16.87 71.13 15.00 

-16.41 71.17 15.00 

-14.98 71.74 15.00 



WO 97/16177 
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51 


GLN CG 


-19.02 


51 


GLN CO 


-18.76 


51 


GLN OE1 


-19.65 


51 


GLN NE2 


-17.54 


51 


GLN C 


-19.46 


51 


GLN 0 


-18.31 


52 


ASN N 


-19.90 


52 


ASN CA 


-19.02 


52 


ASN CB 


-19.79 


52 


ASN CG 


-18.92 


52 


ASN OD1 


-19.45 


52 


ASN ND2 


-17.61 


52 


ASN C 


-18.54 


52 


ASN 0 


-17.34 


53 


LEU N 


-19.50 


53 


LEU CA 


-19.28 


53 


LEU CB 


-20.62 


53 


LEU CG 


-21.43 


53 


LEU CD1 


-21.19 


53 


LEU CD2 


-22.91 


53 


LEU C 


-18.28 


53 


LEU 0 


-17.34 


54 


VAL N 


-18.48 


54 


VAL CA 


-17.63 


54 


VAL CB 


-18.01 


54 


VAL CGI 


-16.94 


54 


VAL CG2 


-19.32 


54 


VAL C 


-16.18 


54 


VAL O 


-15.36 


55 


ASP N 


-15.88 


55 


ASP CA 


-14.53 


55 


ASP CB 


-14.49 


55 


ASP CG 


-14.86 


55 


ASP OD1 


-14.87 


55 


ASP OD2 


-15.13 


55 


ASP C 


-13.87 


55 


ASP O 


-12 . 65 


56 


CYS N 


-14.62 


56 


CYS CA 


-14.06 


56 


CYS C 


-14.14 


56 


CYS 0 


-13.36 


56 


CYS CB 


-14.74 


56 


CYS SG 


-14.67 



TABLE VIE 

-14.25 71.69 15.00 

-13.61 70.35 15.00 

-12.97 69.76 15.00 

-13.79 69.84 15.00 

-17.34 71.94 15.00 

-17.50 71.53 15.00 

-17.99 73.02 15.00 

-18.91 73.78 15.00 

-19.58 74.91 15.00 

-20.56 75.72 15.00 

-21.25 76.60 15.00 

"-20.58 75.49 15.00 

-19.96 72.80 15.00 

-20.22 72.69 15.00 

-20.50 72.05 15.00 

-21.52 71.00 15.00 

-21.86 70.33 15.00 

-23.10 70.69 15.00 

-23.59 72.12 15.00 

-22.80 70.38 15.00 

-21.04 69.94 15.00 

-21.76 69.60 15.00 

-19.82 69.46 15.00 

-19.27 68.44 15.00 

-17.82 68.09 15.00 

-17.17 67.25 15.00 

-17.76 67.40 15.00 

-19.32 68.84 15.00 

-19.90 68.11 15.00 

-18.75 70.02 15.00 

-18.65 70.58 15.00 

-17.73 71.81 15.00 

-16.30 71.52 15.00 

-15.89 70.35 15.00 

-15.56 72.49 15.00 

-19.93 71.08 15.00 

-20.14 70.82 15.00 

-20.75 71.81 15.00 

-21.94 72.42 15.00 

-23.23 71.62 15.00 

-24.15 71.85 15.00 

-22.17 73.76 15.00 

-20.81 74.99 15.00 
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TABLE Vm 



57 


VAL 


N 


-15.00 


-23.30 


70.62 


15 


. 00 


57 


VAL 


CA 


•15.09 


-24.53 


69.88 


15 


. 00 


57 


VAL 


CB 


-16.51 


-24.71 


69.30 


15 


. 00 


57 


VAL 


CGI 


-16.66 


-26.03 


68.70 


15 


. 00 


57 


VAL 


CG2 


-17.56 


-24.53 


70.42 


15 


. 00 


57 


VAL 


C 


-13.92 


-24.66 


68.88 


15 


.00 


57 


VAL 


0 


-14.05 


-24.47 


67.68 


15 


. 00 


58 


SER 


N 


-12.79 


-25.08 


69.43 


15 


. 00 


58 


SER 


CA 


-11.51 


-25.26 


68.71 


15 


.00 


58 


SER 


CB 


-10.43 


-25.78 


69.66 


15 


. 00 


58 


SER 


OG 


-9.18 


-25.96 


68.99 


15 


.00 


58 


SER 


C 


-11.53 


-26.13 


67.45 


15 


.00 


58 


SER 


0 


-10.66 


-26.01 


66.58 


15 


. 00 


59 


GLU 


N 


-12.54 


-26.98. 


67.36 


15, 


. 00 


59 


GLU 


CA 


-12.67 


-27.86 


66.21 


15 , 


. 00 


59 


GLU 


CB 


-13.47 


-29.12 


66.60 


15 . 


. 00 


59 


GLU 


CG 


-13.12 


-29.70 


68. 00 


15 . 


, 00 


59 


GLU 


CD 


-14.02 


-29.15 


69.13 


15 . 


. 00 


59 


GLU 


OE1 


-15.16 


-29.68 


69.29 


15 . 


00 


59 


GLU 


OE2 


-13.56 


-28.20 


69.84 


15. 


. 00 


59 


GLU 


C 


-13.30 


-27.07 


65.05 


15. 


00 


59 


GLU 


0 


-13.21 


-27.46 


63.91 


15. 


00 


60 


ASN 


N 


-13.91 


-25.93 


65.35 


15, 


00 


60 


ASN 


CA 


-14.50 


-25.14 


64.28 


15. 


00 


60 


ASN 


CB 


-15.92 


-24.71 


64. 63 


15. 


00 


60 


ASN 


CG 


-16.96 


-25.87 


64.48 


15. 


00 


60 


ASN 


OD1 


-17.94 


-25.95 


65.23 


15 . 


00 


60 


ASN 


ND2 


-16.75 


-26.74 


63.50 


15. 


00 


60 


ASN 


c 


-13.60 


-23 .94 


63.89 


15 . 


00 


60 


ASN 


0 


-12.43 


-23.91 


64.25 


15. 


00 


61 


ASP 


N 


-14.11 


-23.06 


63 .02 


15. 


00 


61 


ASP 


CA 


-13.36 


-21.90 


62.53 


15. 


00 


61 


ASP 


CB 


-13.29 


-21.96 


61. 02 


15. 


00 


61 


ASP 


CG 


-11.96 


-22 .46 


60. 52 


15 . 


00 


61 


ASP 


OD1 


-11.41 


-23 .42 


61. 13 


15 . 


00 


61 


ASP 


OD2 


-11.48 


-21.91 


59.50 


15. 


00 


61 


ASP 


c 


-13 . 89 


-20 55 


62 98 


i c 


on 


61 


ASP 


0 


-13.38 


-19.49 


62.62 


15. 


00 


62 


GLY 


N 


-14.94 


-20.59 


63.77 


15. 


00 


62 


GLY 


CA 


-15.48 


-19.35 


64.30 


15. 


00 


62 


GLY 


C 


-16.16 


-18.55 


63.21 


15. 


00 


62 


GLY 


O 


-17.14 


-19.03 


62.59 


15. 


00 


63 


CYS 


N 


-15.70 


-17.33 


62.93 


15. 


00 
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63 


CYS CA 


-16.40 


63 


CYS C 


-16.18 


63 


CYS 0 


-16.75 


63 


CYS CB 


-16.13 


63 


CYS SG 


-17.00 


64 


GLY N 


-15.46 


64 


GLY CA 


-15.19 


64 


GLY C 


-16.12 


64 


GLY 0 


-16.19 


65 


GLY N 


-16.79 


65 


GLY CA 


-17.70 


65 


GLY C 


-17.39 


65 


GLY 0 


-16.24 


66 


GLY N 


-18.43 


66 


GLY CA 


-18.29 


66 


GLY C 


-19.48 


66 


GLY 0 


-20.57 


67 


TYR N 


-19.31 


67 


TYR CA 


-20.37 


67 


TYR CB 


-19.83 


67 


TYR CG 


-19.28 


67 


TYR CD1 


-20.08 


67 


TYR CE1 


-19.54 


67 


TYR CD2 


-17.93 


67 


TYR CE2 


-17.39 


67 


TYR CZ 


-18.20 


67 


TYR OH 


-17.70 


67 


TYR C 


-21.11 


67 


TYR 0 


-20.55 


68 


MET N 


-22.40 


68 


MET CA 


-23 .12 


68 


MET CB 


-24.62 


68 


MET CG 


-25.11 


68 


MET SD 


-24.76 


68 


MET CE 


-26.39 


68 


MET C 


-22.66 


68 


MET O 




69 


THR N 


-22.32 


69 


THR CA 


-21.87 


69 


THR CB 


-21.55 


69 


THR OG1 


-20.68 


69 


THR CG2 


-22.82 


69 


THR C 


-20.65 



TABLE Vm 

-16.58 61.91 15.00 

-17.07 60.50 15.00 

-16.57 59.55 15.00 

-15.11 62.08 15.00 

-14.35 63.54 15.00 

-18.19 60.41 15.00 

-18.79 59.11 15.00 

-19.97 58.83 15.00 

-20.49 57.72 15.00 

-20.46 59.86 15.00 

-21.56 59.62 15.00 

-22.81 60.42 15.00 

-23.13 60.74 15.00 

-23.62 60.61 15.00 

-24.85 61.37 15.00 

-25.78 61.43 15.00 

-25.37 61.00 15.00 

-26.94 62.06 15.00 

-27.91 62.16 15.00 

-29.31 61.82 15.00 

-29.38 60.43 15.00 

-29.14 59.33 15.00 

-29.09 58.03 15.00 

-29.57 60.21 15.00 

-29.52 58.91 15.00 

-29.27 57.84 15.00 

-29.21 56.59 15.00 

-27.86 63.49 15.00 

-27.52 64.52 15.00 

-28.13 63.48 15.00 

-28.14 64.76 15.00 

-28.23 64.56 15.00 

-27.02 63.82 15.00 

-27.31 62.04 15.00 

-28.14 61.56 15.00 

-29.31 65.63 15.00 

-29.21 66.83 15.00 

-30.42 64.99 15.00 

-31.57 65.74 15.00 

-32.78 64.81 15.00 

-32.38 63.72 15.00 

-33.41 64.29 15.00 

-31.21 66.61 15.00 
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TABLE Vm 



69 THR 0 


-20.61 


-31.62 


70 ASN N 


-19.74 


-30.38 


70 ASN CA 


-18.56 


-30.05 


70 ASN CB 


-17.53 


-29.28 


70 ASN CG 


-16.83 


-30.17 


70 ASN OD1 


-17.07 


-31.39 


70 ASN ND2 


-16.02 


-29.55 


70 ASN C 


-18.99 


-29.22 


70 ASN 0 


-18.59 


-29.49 


71 ALA N 


-19.95 


-28.33 


71 ALA CA 


-20.42 


-27.44 


71 ALA CB 


-21.27 


-26.35 


71 ALA C 


-21.15 


-28.13 


71 ALA 0 


-21.13 


-27.69 


72 PHE N 


-21.84 


-29.22 


72 PHE CA 


-22.53 


-29.99 


72 PHE CB 


-23.59 


-30.93 


72 PHE CG 


-24.75 


-30.22 


72 PHE CD1 


-25.59 


-29.41 


72 PHE CD2 


-25.05 


-30.41 


72 PHE CE1 


-26.70 


-28.82 


72 PHE CE2 


-26.16 


-29.82 


72 PHE CZ 


-26.97 


-29.03 


72 PHE C 


-21.49 


-30,80 


72 PHE 0 


-21.54 


-30.91 


73 GLN N 


-20.55 


-31.39 


73 GLN CA 


-19.50 


-32.16 


73 GLN CB 


-18.48 


-32.63 


73 GLN CG 


-17.59 


-33.74 


73 GLN CD 


-17.19 


-34.69 


73 GLN OE1 


-17.48 


-35.89 


73 GLN NE2 


-16.52 


-34.16 


73 GLN C 


-18.81 


-31.26 


73 GLN 0 


-18.64 


-31.64 


74 TYR N 


-18.39 


-30.06 


74 TYR CA 


-17.70 


-29.17 


74 TYR CB 


-17.27 


-27.85 


74 TYR CG 


-17.25 


-26.64 


74 TYR CD1 


-16.09 


-26.24 


74 TYR CE1 


-16.11 


-25.21 


74 TYR CD2 


-18.43 


-25.98 


74 TYR CE2 


-18.46 


-24.94 


74 TYR CZ 


-17.30 


-24.57 



67.76 15.00 

66.11 15.00 

66.91 15.00 

66.07 15.00 

65.02 15.00 

64.94 15.00 

64.17 15.00 

68.11 15.00 
69.21 15.00 
67.87 15.00 
68.91 15.00 

68.33 15.00 
70.05 15.00 

71.20 15.00 

69.71 15.00 
70.74 15.00 
70.13 15.00 
69.47 15.00 

70.21 15.00 

68.12 15.00 
69.63 15.00 
67.55 15.00 
68.31 15.00 
71.51 15.00 
72.73 15.00 
70.78 15.00 
71.39 15.00 

70.34 15.00 
70.84 15.00 

69.73 15.00 
69.78 15.00 

68.72 15.00 
72.43 15.00 
73.59 15.00 
72.02 15.00 
72.97 15.00 
72.29 15.00 
73.21 15.00 
73.83 15.00 

74.74 15.00 
73.51 15.00 
74.43 15.00 
75.05 15.00 
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74 TYR OH 


-17.27 


74 TYR C 


-18.51 


74 TYR 0 


-18.01 


75 VAL N 


-19.77 


75 VAL CA 


-20.68 


75 VAL CB 


-22.10 


75 VAL CGI 


-23.21 


75 VAL CG2 


-22.09 


75 VAL C 


-20.70 


75 VAL 0 


-21.29 


76 GLN N 


-20.09 


76 GLN CA 


-20.03 


76 GLN CB 


-20.30 


76 GLN CG 


-20.03 


76 GLN CD 


-20.70 


76 GLN OE1 


-21.76 


76 GLN NE2 


-20.15 


76 GLN C 


-18.70 


76 GLN 0 


-18.66 


77 LYS N 


-17.61 


77 LYS CA 


-16.31 


77 LYS CB 


-15.24 


77 LYS CG 


-15.60 


77 LYS CD ' 


-14.38 


77 LYS CE 


-13.52 


77 LYS NZ 


-12.57 


77 LYS C 


-15.94 


77 LYS 0 


-15.31 


78 ASN N 


-16.35 


78 ASN CA 


-16.09 


78 ASN CB 


-16.09 


78 ASN CG 


-16.13 


78 ASN ODl 


-15.14 


78 ASN ND2 


-17.32 


78 ASN C 


-17.17 


78 ASN 0 


-17.18 


79 ARG N 


-18 . 08 


79 ARG CA 


-19.18 


79 ARG CB 


-18.69 


79 ARG CG 


-18.36 


79 ARG CD 


-17.79 


79 ARG NE 


-16.63 


79 ARG CZ 


-15.39 



TABLE VIE 

-23.57 76.01 15.00 

-28.95 74.27 15.00 

-29.19 75.35 15.00 

-28.61 74.13 15.00 

-28.40 75.27 15.00 

-28.09 74.67 15.00 

-28.24 75.71 15.00 

-26.67 74.09 15.00 

-29.59 76.29 15.00 

-29.50 77.38 15.00 

-30.71 75.88 15.00 

-31.93 76.68 15.00 

-33.15 75.77 15.00 

-34.52 76.35 15.00 

-35.58 75.54 15.00 

-36.09 75.93 15.00 

-35.88 74.37 15.00 

-32.10 77.39 15.00 

-32.13 78.61 15.00 

-32.20 76.65 15.00 

-32.37 77.28 15.00 

-32.65 76.24 15.00 

-33.84 75.35 15.00 

-34.57 74.81 15.00 

-33.71 73.91 15.00 

-34.54 73.09 15.00 

-31.16 78.15 15.00 

-31.32 79.19 15.00 

-29.96 77.75 15.00 

-28.77 78.57 15.00 

-27.49 77.72 15.00 

-26.22 78.58 15.00 

-25.84 79.17 15.00 

-25.64 78.72 15.00 

-28.68 79.66 15.00 

-27.77 80.49 15.00 

-29.64 79.64 15.00 

-29.69 80.60 15.00 

-30.15 81.98 15.00 

-31.63 82.12 15.00 

-31.93 83.52 15.00 

-32.84 83.47 15.00 

-32.46 83.15 15.00 
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79 


ARG NH1 


-15.15 


79 


ARG NH2 


-14.38 


79 


ARG C 


-20.00 


79 


ARG 0 


-20.27 


80 


GLY N 


-20.32 


80 


GLY CA 


-21.14 


80 


GLY C 


-21.02 


80 


GLY 0 


-19.94 


81 


ILE N 


-22.13 


81 


ILE CA 


-22.27 


81 


ILE CB 


-23.18 


81 


ILE CG2 


-24.60 


81 


ILE CGI 


-23.28 


81 


ILE CD1 


-24.04 


81 


ILE C 


-22.91 


81 


ILE 0 


-23.73 


82 


ASP N 


-22.58 


82 


ASP CA 


-23.13 


82 


ASP CB 


-22.13 


82 


ASP CG 


-20.88 


82 


ASP OD1 


-19.80 


82 


ASP OD2 


-20.96 


82 


ASP C 


-24.47 


82 


ASP 0 


-25.10 


83 


SER N 


-24.92 


83 


SER CA 


-26.12 


83 


SER CB 


-26.70 


83 


SER OG 


-25.68 


83 


SER C 


-25.55 


83 


SER 0 


-24.33 


84 


GLU N 


-26.35 


84 


GLU CA 


-25.85 


84 


GLU CB 


-27.00 


84 


GLU CG 


-27.12 


84 


GLU CD 


-25.97 


84 


GLU OE1 


-25.80 


84 


GLU OE2 


-25.23 


84 


GLU C 


-25.15 


84 


GLU 0 


-24.00 


85 


ASP N 


-25.85 


85 


ASP CA 


-25.31 


85 


ASP CB 


-26.08 


85 


ASP CG 


-27.48 



TABLE Vm 

-31.19 82.86 15.00 

-33.34 83.16 15.00 

-28.40 80.78 15.00 

-27.99 81.91 15.00 

-27.70 79.70 15.00 

-26.50 79.88 15.00 

-25.34 78.91 15.00 

-25.13 78.31 15.00 

-24.60 78.78 15.00 

-23.43 77.92 15.00 

-23.77 76.69 15.00 

-24.14 77.13 15.00 

-22.57 75.76 15.00 

-22.84 74.48 15.00 

-22.32 78.75 15.00 

-22.62 79.63 15.00 

-21.05 78.48 15.00 

-19.92 79.28 15.00 

-18.77 79.29 15.00 

-19.11 80.02 15.00 

-18.87 79.48 15.00 

-19.62 81.14 15.00 

-19.36 78.83 15.00 

-19.90 77.94 15.00 

-18.31 79.51 15.00 

-17.57 79.18 15.00 

-16.97 80.48 15.00 

-16.38 81.28 15.00 

-16.45 78.27 15.00 

-16.24 78.28 15.00 

-15.82 77.39 15.00 

-14.72 76.54 15.00 

-13.88 75.94 15.00 

-13.72 74.39 15.00 

-12.97 73.70 15.00 

-11.74 73.90 15.00 

-13.64 72.93 15.00 

-13.79 77.53 15.00 

-13.44 77.37 15.00 

-13.43 78.61 15.00 

-12.53 79.65 15.00 

-12.68 80.98 15.00 

-12.06 80.94 15.00 



TABLE VHI 



85 ASP 0D1 
85 ASP OD2 
85 ASP C 

85 ASP 0 

86 ALA N 
86 ALA CA 
86 ALA CB 
86 ALA C 

86 ALA 0 

87 TYR N 
87 TYR CA 
87 TYR CB 
87 TYR CG 
87 TYR CD1 
87 TYR CE1 
87 TYR CD2 
87 TYR CE2 
87 TYR CZ 
87 TYR OH 
87 TYR C 

87 TYR 0 

88 PRO N 
88 PRO CD 
88 PRO CA 
88 PRO CB 
88 PRO CG 
88 PRO C 

88 PRO O 

89 TYR N 
89 TYR CA 
89 TYR CB 
89 TYR CG 
89 TYR CD1 
89 TYR CE1 
89 TYR CD2 
89 TYR CE2 
89 TYR CZ 
89 TYR OH 
89 TYR C 

89 TYR O 

90 VAL N 
90 VAL CA 
90 VAL CB 



-28.41 

-27.63 

-23.80 

-23.07 

-23.36 

-21.96 

-21.89 

-21.00 

-19.76 

-21.55 

-20.74 

-20.41 

-18.96 

-18.23 

-16.93 

-18.34 

-17.04 

-16.35 

-15.09 

-21.57 

-21.88 

-21.98 

-2.1.70 

-22.78 

-22.84 

-22.78 

-22.14 

-20.91 

-22.97 

-22.50 

-23.64 

-23.22 

-22.42 

-22.03 

-23.62 

-23.24 

-22.44 

-22.00 

-21.91 

-22.53 

-20.67 

-19.98 

-18.74 



-12.76 
-10.90 
-12.67 
-11.67 
-13.90 
-14.21 
-15.55 
-14.20 
-14.22 
-14.11 
-14.13 
-15.60 
-15.90 
-15.14 
-15.44 
-16.98 
-17.27 
-16.52 
-16.87 
-13.50 
-14.19 
-12.22 
-11.28 
-11.57 
-10.11 
-10.21 
-11.72 
-11.95 
-11.62 
-11.76 
-12.25 
-12.67 
-13.82 
-14.24 
-11.92 
-12.31 
-13.47 
-13.78 
-10.45 
-9.40 
-10.51 
-9.36 
-8.92 



81.40 

80.45 

79.97 

80.00 

80.22 

80.59 

81.31 

79.40 

79.57 

78.20 

76.99 

76.66 

76.36 

75.50 

75.21 

76.94 

76.65 

75.79 

75.41 

75.86 

74.89 

75.98 

77.08 

74.93 

75.41 

76.93 

73.54 

73.44 

72.49 

71.11 

70.22 

68.82 

68.64 

67.35 

67.68 

66.41 

66.24 

64.96 

70.58 

70.70 

70.08 

69.50 

70.32 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



Vn 
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TABLE Vm 



90 


VAL 


CGI 


-19.17 


-8.55 


71.75 


15.00 


90 


VAL 


CG2 


-17.66 


-9.99 


70.28 


15.00 


90 


VAL 


C 


-19.58 


-9.60 


68.03 


15.00 


90 


VAL 


0 


-18.77 


-8.86 


67.47 


15.00 


91 


GLY 


N 


-20.12 


-10.65 


67.43 


15.00 


91 


GLY 


CA 


-19.85 


-10.97 


66.03 


15.00 


91 


GLY 


C 


-18.40 


-10.89 


65.56 


15.00 


91 


GLY 


0 


-18.09 


-10.75 


64.36 


15.00 


92 


GLN 


N 


-17.49 


-11.02 


66.50 


15.00 


92 


GLN 


CA 


-16.08 


-10.99 


66.22 


15.00 


92 


GLN 


CB 


-15.44 


-9.73 


66.78 


15.00 


92 


GLN 


CG 


-14.07 


-9.49 


66.26 


15.00 


92 


GLN 


CD 


-13.74 


-8.01 


66.30 


15.00 


92 


GLN 


OE1 


-13.84 


-7.29 


65.30 


15.00 


92 


GLN NE2 


-13.35 


-7.54 


67.49 


15.00 


92 


GLN 


C 


-15.63 


-12.18 


67.00 


15.00 


92 


GLN 


0 


-16.16 


-12.45 


68.08 


15.00 


93 


GLU 


N 


-14.75 


-12.96 


66.42 


15.00 


93 


GLU 


CA 


-14.27 


-14.11 


67.13 


15.00 


93 


GLU 


CB 


-13.67 


-15.14 


66.19 


15.00 


93 


GLU 


CG 


-13.54 


-16.51 


66.82 


15.00 


93 


GLU 


CD 


-12.31 


-17.23 


66.33 


15.00 


93 


GLU OE1 


-11.79 


-18.11 


67 . 03 


15.00 


93 


GLU 


OE2 


-11.86 


-16.90 


65.23 


15.00 


93 


GLU 


C 


-13.17 


-13.56 


68.00 


15.00 


93 


GLU 


0 


-12.58 


-12.52 


67.67 


15.00 


94 


GLU 


N 


-12.98 


-14.19 


69.17 


15.00 


94 


GLU 


CA 


-11.95 


-13.83 


70.12 


15.00 


94 


GLU 


CB 


-12.45 


-12.76 


71.08 


15.00 


94 


GLU 


CG 


-13.44 


-11.78 


70.55 


15.00 


94 


GLU 


CD 


-13.36 


-10.49 


71.28 


15.00 


94 


GLU 


OE1 


-12.35 


-9.77 


71.16 


15.00 


94 


GLU 


OE2 


-14.28 


-10.18 


72.03 


15.00 


94 


GLU 


C 


-11.52 


-15.03 


70.95 


15.00 


94 


GLU 


0 


-12.21 


-16.05 


71.03 


15.00 


95 


SER 


N 


-10.46 


-14.79 


71.73 


15.00 


95 


SER 


CA 


-9.89 


-15.79 


72.60 


15.00 


95 


SER 


CB 


-8.61 


-15.24 


73.23 


15.00 


95 


SER 


OG 


-7.71 


-14.80 


72.23 


15.00 


95 


SER 


C 


-10.92 


-16.24 


73.63 


15.00 


95 


SER 


0 


-11.66 


-15.42 


74.18 


15.00 


96 


CYS 


N 


-10.99 


-17.55 


73.82 


15.00 


96 


CYS 


CA 


-11.94 


-18.19 


74.74 


15.00 
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96 


CYS 


C 


-11.83 


96 


CYS 


O 


-10.75 


96 


CYS 


CB 


-11.80 


96 


CYS 


SG 


-12.78 


97 


MET 


N 


-12.97 


97 


MET 


CA 


-13.10 


97 


MET 


CB 


-13.17 


97 


MET 


CG 


-12.67 


97 


MET 


SD 


-10.82 


97 


MET 


CE 


-10.31 


97 


MET 


C 


-14.34 


97 


MET 


O 


-15.06 


98 


TYR 


N 


-14.60 


98 


TYR 


CA 


-15.74 


98 


TYR 


CB 


-15.63 


98 


TYR 


CG 


-16.63 


98 


TYR 


CD1 


-17.98 


98 


TYR 


CE1 


-18.91 


98 


TYR 


CD2 


-16.22 


98 


TYR 


CE2 


-17.15 


98 


TYR 


CZ 


-18.51 


98 


TYR 


OH 


-19.51 


98 


TYR 


C 


-15.85 


98 


TYR 


O 


-14.85 


99 


ASN 


N 


-17.06 


99 


ASN 


CA 


-17.25 


99 


ASN 


CB 


-17.77 


99 


ASN 


CG 


-17.78 


99 


ASN 


OD1 


-18.62 


99 


ASN 


ND2 


-16.82 


99 


ASN 


C 


-18.13 


99 


ASN 


O 


-19.36 


100 


PRO 


N 


-17.51 


100 


PRO 


CD 


-16.06 


100 


PRO 


CA 


-18.26 


100 


PRO 


CB 


-17.25 


100 


PRO 


CG 


-15.98 


100 


PRO 


C 


-19.56 


100 


PRO 


O 


-20.61 


101 


THR 


N 


-19.48 


101 


THR 


CA 


-20.63 


101 


THR 


CB 


-20.18 


101 


THR 


OG1 


-19.04 



TABLE Vm 

-17.70 76.17 15.00 

-17.73 76.79 15.00 

-19.73 74.68 15.00 

-20.81 75.78 15.00 

-17.26 76.69 15.00 

-16.73 78.03 15.00 

-15.20 78.02 15.00 

-14.49 79.27 15.00 

-14.26 79.19 15.00 

-15.40 80.50 15.00 

-17.32 78.74 15.00 

-16.60 79.42 15.00 

-18.61 78.59 15.00 

-19.28 79.24 15.00 

-20.78 79.00 15.00 

-21.59 79.77 15.00 

-21.47 79.50 15.00 

-22.15 80.24 15.00 

-22.44 80.82 15.00 

-23.16 81.58 15.00 

-22.99 81.27 15.00 

-23.63 81.97 15.00 

-19.00 80.73 15.00 

-18.70 81.38 15.00 

-19.08 81.26 15.00 

-18.79 82.67 15.00 

-17.37 82.86 15.00 

-16.95 84.33 15.00 

-17.40 85.11 15.00 

-16.11 84.70 15.00 

-19.73 83.47 15.00 

-19.70 83.36 15.00 

-20.60 84.28 15.00 

-20.90 84.34 15.00 

-21.55 85.10 15.00 

-21.89 86.20 15.00 

-22.00 85.45 15.00 

-21.03 85.71 15.00 

-21.68 85.55 15.00 

-19.89 86.41 15.00 

-19.30 87.10 15.00 

-18.20 88.13 15.00 

-17.45 87.66 15.00 
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TABLE Vm 



101 


THR 


CG2 


-19.82 


-18.87 


89.46 


15 


.00 


101 


THR 


C 


-21.77 


-18.86 


86.17 


15 


.00 


101 


THR 


0 


-22.95 


-18.78 


86.56 


15 


.00 


102 


GLY 


N 


-21.40 


-18.68 


84.91 


15 


.00 


102 


GLY 


CA 


-22.35 


-18.33 


83.88 


15 


.00 


102 


GLY 


C 


-23.27 


-19.50 


83.58 


15 


.00 


102 


GLY 


0 


-24.47 


-19.30 


83.42 


15 


.00 


103 


LYS 


N 


-22.68 


-20.69 


83.38 


15 


.00 


103 


LYS 


CA 


-23.39 


-21.95 


83.13 


15 


.00 


103 


LYS 


CB 


-22.95 


-23.01 


84.16 


15. 


.00 


103 


LYS 


CG 


-23.73 


-24.31 


84.12 


15. 


.00 


103 


LYS 


CD 


-23.11 


-25.38 


85.05 


15. 


.00 


103 


LYS 


CE 


-21.69 


-25.76 


84.61 


15. 


.00 


103 


LYS 


NZ 


-21.01 


-26.68 


85.56 


15. 


.00 


103 


LYS 


C 


-24.90 


-21.82 


83.20 


15. 


.00 


103 


LYS 


0 


-25.45 


-21.45 


84.23 


15. 


00 


104 


ALA 


N 


-25.58 


-22.16 


82.10 


15. 


00 


104 


ALA 


CA 


-27.05 


-22.11 


82.04 


15. 


00 


104 


ALA 


CB 


-27.54 


-20.84 


81.26 


15. 


00 


104 


ALA 


C 


-27.64 


-23.39 


81.42 


15. 


00 


104 


ALA 


0 


-28.85 


-23.61 


81.42 


15. 


00 


105 


ALA 


N 


-26.79 


-24.26 


80.92 


15. 


00 


105 


ALA 


CA 


-27.24 


-25.50 


80.30 


15. 


00 


105 


ALA 


CB 


-28.05 


-25.22 


79.03 


15. 


00 


105 


ALA 


C 


-26.03 


-26.35 


79.97 


15. 


00 


105 


ALA 


0 


-24.88 


-25.90 


80.04 


15. 


00 


106 


LYS 


N 


-26.32 


-27.59 


79.60 


15. 


00 


106 


LYS 


CA 


-25.32 


-28.57 


79.25 


15. 


00 


106 


LYS 


CB 


-24.74 


-29.13 


80.55 


15. 


00 


106 


LYS 


CG 


-23.71 


-30.22 


80.42 


15. 


00 


106 


LYS 


CD 


-23.54 


-30.96 


81.75 


15. 


00 


106 


LYS 


CE 


-24.85 


-31.60 


82.15 


15. 


00 


106 


LYS 


NZ 


-24.61 


-32.90 


82.82 


15. 


00 


106 


LYS 


C 


-26.09 


-29.63 


78.43 


15. 


00 


106 


LYS 


O 


-27.32 


-29.62 


78.34 


15. 


00 


107 


CYS 


N 


-25.36 


-30.51 


77.77 


15. 


00 


107 


CYS 


CA 


-26.00 


-31.54 


76.97 


15. 


00 


107 


CYS 


CB 


-26.06 


-31.11 


75.50 


15. 


00 


107 


CYS 


SG 


-24.54 


-31.49 


74.55 


15. 


00 


107 


CYS 


C 


-25.07 


-32.72 


77.10 


15. 


00 


107 


CYS 


0 


-23.85 


-32.54 


77.25 


15. 


00 


108 


ARG 


N 


-25.62 


-33.92 


77.06 


15. 


00 


108 


ARG 


CA 


-24.80 


-35.12 


77.17 


15. 


00 
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108 


ARG CB 


108 


ARG CG 


108 


ARG CD 


108 


ARG NE 


108 


ARG CZ 


108 


ARG NH1 


108 


ARG NH2 


108 


ARG C 


108 


ARG 0 


109 


GLY N 


109 


GLY CA 


109 


GLY C 


109 


GLY 0 


110 


TYR N 


110 


TYR CA 


110 


TYR CB 


110 


TYR CG 


110 


TYR CD1 


110 


TYR CE1 


110 


TYR CD2 


110 


TYR CE2 


110 


TYR CZ 


110 


TYR OH 


110 


TYR C 


110 


TYR 0 


111 


ARG N 


111 


ARG CA 


111 


ARG CB 


111 


ARG CG 


111 


ARG CD 


111 


ARG NE 


111 


ARG CZ 


111 


ARG NH1 


111 


ARG NH2 


111 


ARG C 


111 


ARG O 


112 


GLU N 


112 


GLU CA 


112 


GLU CB 


112 


GLU CG 


112 


GLU CD 


112 


GLU OE1 


112 


GLU OE2 



TABLE 

-25.28 -36.03 

-25.35 -35.42 

-25.75 -36.49 

-27.18 -36.72 

-27.75 -37.86 

-27.00 -38.90 

-29.07 -37.94 

-24.85 -35.89 

-25.59 -36.87 

-24.11 -35.40 

-24.05 -36.03 

-24.99 -35.44 

-25.58 -34.38 

-25.00 -36.06 

-25.86 -35.67 

-25.19 -34.54 

-23.92 -34.95 

-22.72 -34.87 

-21.60 -35.34 

-23.95 -35.49 

-22.82 -35.97 

-21.64 -35.90 

-20.45 -36.35 

-26.23 -36.85 

-25.46 -37.79 

-27.40 -36.72 

-27.92 -37.70 

-29.27 -38.26 

-29.50 -39.79 

-28.98 -40.22 

-29.52 -41.47 

-30.81 -41.70 

-31.74 -40.77 

-31.18 -42.86 

-28.09 -37.07 

-28.58 -35.94 

-27.59 -37.78 

-27.69 -37.35 

-26.37 -37.55 

-25.23 -36.68 

-23.92 -36.94 

-23.53 -36.15 

-23.25 -37.90 



78.28 15.00 

79.64 15.00 

80.66 15.00 

80.71 15.00 
81.09 15.00 
81.43 15.00 

81.22 15.00 
75.85 15.00 

75.72 15.00 
74.87 15.00 
73.57 15.00 
72.55 15.00 
72.78 15.00 
71.36 15.00 

70.23 15.00 
69.43 15.00 
68.76 15.00 
69.39 15.00 
68.80 15.00 
67.52 15.00 
66.92 15.00 
67.55 15.00 
66.94 15.00 
69.29 15.00 
69.07 15.00 
68.69 15.00 
67.75 15.00 
68.26 15.00 
68.03 15.00 
66.68 15.00 
66.17 15.00 
65.92 15.00 
66.15 15.00 

65.41 15.00 
66.36 15.00 

66.20 15.00 
65.36 15.00 
63.96 15.00 

63.21 15.00 
63.74 15.00 
63.06 15.00 
62.19 15.00 

63.42 15.00 



TABLE Vin 



112 GLU C 

112 GLU O 

113 ILE N 
113 ILE CA 
113 ILE CB 
113 ILE CG2 
113 ILE CGI 
113 ILE CD1 
113 ILE C 

113 ILE 0 

114 PRO N 
114 PRO CD 
114 PRO CA 
114 PRO CB 
114 PRO CG 
114 PRO C 

114 PRO 0 

115 GLU N 
115 GLU CA 
115 GLU CB 
115 GLU CG 
115 GLU CD 
115 GLU OEl 
115 GLU 0E2 
115 GLU C 

115 GLU 0 

116 GLY N 
116 GLY CA 
116 GLY C 

116 GLY 0 

117 ASN N 
117 ASN CA 
117 ASN CB 
117 ASN CG 
117 ASN ODl 
117 ASN ND2 
117 ASN C 

117 ASN 0 

118 GLU N 
118 GLU CA 
118 GLU CB 
118 GLU CG 
118 GLU CD 



-28.84 
-29.00 
-29.66 
-30.83 
-31.89 
-32.92 
-32.57 
-33.32 
-30.46 
-29.74 
-30.93 
-31.77 
-30.66 
-31.85 
-31.86 
-30.61 
-31.62 
-29.44 
-29.18 
-27.80 
-27.56 
-26.48 
-26.78 
-25.33 
-30.20 
-30.37 
-30.90 
-31.88 
-33.29 
-34.11 
-33.56 
-34.89 
-34.76 
-36.06 
-37.13 
•35.99 
•35.76 
•35.55 
36.72 
■37.65 
■38.29 
37.31 
38.00 



-38.09 

-39.31 

-37.35 

-37.86 

-36.74 

-37.06 

-36.51 

-35.23 

-38.42 

-37.79 

-39.62 

-40.50 

-40.27 

-41.21 

-41.77 

-39.34 

-38.83 

-39.26 

-38.44 

-38.78 

-38.41 

-39.24 

-40.40 

-38.75 

-38.50 

-39.53 

-37.40 

-37.30 

-37.78 

-37.73 

-38.25 

-38.73 

-40.00 

-40.77 

-40.29 

-41.96 

-37.69 

-37.38 

-37.13 

-36.15 

-35.34 

-34.44 

-33.61 



63.31 

63.50 

62.57 

61.85 

61.73 

60.63 

63.08 

63.13 

60.45 

59.70 

60.13 

60.95 

58.84 

58.73 

60.07 

57.65 

57.20 

57.05 

55.87 

55.30 

53.84 

53.21 

52.85 

53.12 

54.78 

54.16 

54.58 

53.52 

53.79 

52.87 

55.01 

55.36 

56.22 

56.33 

55.89 

56.91 

56.07 

57.23 

55.34 

55.89 

54.78 

54.07 

53.01 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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118 GLU OE1 


-38.09 


118 GLU OE2 


-38.48 


118 GLU C 


-38.73 


118 GLU 0 


-39.42 


119 LYS N 


-38.84 


119 LYS CA 


-39.82 


119 LYS CB 


-40.11 


119 LYS CG 


-40.84 


119 LYS CD 


-41.21 


119 LYS CE 


-39.98 


119 LYS NZ 


-38.99 


119 LYS C 


-39.24 


119 LYS 0 


-39.97 


120 ALA N 


-37.92 


120 ALA CA 


-37.26 


120 ALA CB 


-35.86 


120 ALA C 


-37.20 


120 ALA 0 


-37.26 


121 LEU N 


-37.08 


121 LEU CA 


-36.98 


121 LEU CB 


-36.44 


121 LEU CG 


-36.17 


121 LEU CD1 


-35.09 


121 LEU CD2 


-35.74 


121 LEU C 


-38.30 


121 LEU 0 


-38.33 


122 LYS N 


-39.40 


122 LYS CA 


-40.71 


122 LYS CB 


-41.80 


122 LYS CG 


-43.25 


122 LYS CD 


-44.28 


122 LYS CE 


-45.67 


122 LYS NZ 


-46.60 


122 LYS C 


-40.88 


122 LYS 0 


-41.33 


123 ARG N 


-40.48 


123 ARG CA 


-40.58 


123 ARG CB 


-40.25 


123 ARG CG 


-41.30 


123 ARG CD 


-41.30 


123 ARG NE 


-39.95 


123 ARG CZ 


-39.25 


123 ARG NH1 


-39.75 



TABLE Vm 

-34.08 51.85 15.00 

-32.51 53.32 15.00 

-36.78 56.75 15.00 

-36.09 57.50 15.00 

-38.11 56.68 15.00 

-38.82 57.49 15.00 

-40.20 56.91 15.00 

-41.15 57.86 15.00 

-42.46 57.19 15.00 

-43.29 56.80 15.00 

-43.60 57.92 15.00 

-38.95 58.88 15.00 

-38.92 59.86 15.00 

-39.06 58.95 15.00 

-39.21 60.24 15.00 

-39.73 60.05 15.00 

-37.84 60.87 15.00 

-37.70 62.09 15.00 

-36.82 60.03 15.00 

-35.45 60.51 15.00 

-34.53 59.41 15.00 

-33.05 59.73 15.00 

-32.86 60.74 15.00 

-32.40 58.46 15.00 

-34.95 61.07 15.00 

-34.36 62.16 15.00 

-35.27 60.39 15.00 

-34.88 60.89 15.00 

-35.31 59.90 15.00 

-35.03 60.34 15.00 

-35.77 59.47 15.00 

-35.70 60.08 15.00 

-36.58 59.32 15.00 

-35.54 62.26 15.00 

-34.90 63.22 15.00 

-36.81 62.38 15.00 

-37.50 63.65 15.00 

-38.98 63.52 15.00 

-39.84 62.88 15.00 

-41.21 63.51 15.00 

-41.78 63.60 15.00 

-42.23 62.56 15.00 

-42.19 61.32 15.00 
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123 


ARG NH2 


-38.05 


123 


ARG C 


-39.70 


123 


ARG 0 


-40.18 


124 


ALA N . 


-38.45 


124 


ALA CA 


-37.57 


124 


ALA CB 


-36.19 


124 


ALA C 


-38.12 


124 


ALA 0 


-38.00 


125 


VAL N 


-38.77 


125 


VAL CA 


-39.36 


125 


VAL CB 


-39.54 


125 


VAL CGI 


-40.40 


125 


VAL CG2 


-38.15 


125 


VAL C 


-40.70 


125 


VAL 0 


-41.14 


126 


ALA N 


-41.40 


126 


ALA CA 


-42.67 


126 


ALA CB 


-43.57 


126 


ALA C 


-42.42 


126 


ALA 0 


-42.99 


127 


ARG N 


-41.47 


127 


ARG CA 


-41.15 


127 


ARG CB 


-40.71 


127 


ARG CG 


-41.77 


127 


ARG CD 


-42.88 


127 


ARG NE 


-43.75 


127 


ARG CZ 


-44.83 


127 


ARG NH1 


-45.54 


127 


ARG NH2 


-45.21 


127 


ARG C 


-40.13 


127 


ARG 0 


-40.28 


128 


VAL N 


-39.07 


128 


VAL CA 


-37.97 


128 


VAL CB 


-36.63 


128 


VAL CGI 


-35.45 


128 


VAL CG2 


-36.48 


128 


VAL C 


-38.10 


128 


VAL 0 


-37.92 


129 


GLY N 


-38.44 


129 


GLY CA 


-38.57 


129 


GLY C 


-37.60 


129 


GLY 0 


-37.12 


130 


PRO N 


-37.31 



TABLE Vm 

-42.77 62.77 15.00 

-36.88 64.73 15.00 

-36.62 65.83 15.00 

-36.57 64.41 15.00 

-35.99 65.43 15.00 

-35.74 64.86 15.00 

-34.71 66.02 15.00 

-34.46 67.22 15.00 

-33.92 65.17 15.00 

-32.62 65.52 15.00 

-31.74 64.24 15.00 

-30.50 64.54 15.00 

-31.36 63.70 15.00 

-32.75 66.24 15.00 

-31.81 66.92 15.00 

-33.85 66.02 15.00 

-34.05 66.68 15.00 

-35.00 65.86 15.00 

-34.59 68.08 15.00 

-34.11 69.06 15.00 

-35.52 68.18 15.00 

-36.15 69.47 15.00 

-37.61 69.26 15.00 

-38.56 68.76 15.00 

-38.82 69.77 15.00 

-39.92 69.33 15.00 

-40.35 69.98 15.00 

-41.36 69.47 15.00 

-39.78 71.13 15.00 

-35.44 70.36 15.00 

-35.42 71.58 15.00 

-34.89 69.76 15.00 

-34.24 70.49 15.00 

-34.58 69.81 15.00 

-34.03 70.61 15.00 

-36.07 69.66 15.00 

-32.73 70.56 15.00 

-32.12 71.63 15.00 

-32.14 69.42 15.00 

-30.70 69.33 15.00 

-30.09 68.33 15.00 

-30.79 67.45 15.00 

-28.77 68.42 15.00 
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130 


PRO 


CD 


-37,83 


130 


PRO 


CA 


-36,40 


130 


PRO 


CB 


-36.13 


130 


PRO 


CG 


-37.40 


130 


PRO 


C 


-35.13 


130 


PRO 


O 


-34.38 


131 


VAL 


N 


-34.91 


131 


VAL 


CA 


-33.78 


131 


VAL 


CB 


-34.27 


131 


VAL 


CGI 


-33.10 


131 


VAL 


CG2 


-35.02 


131 


VAL 


c 


-32.91 


131 


VAL 


0 


-33.43 


132 


SER 


N 


-31.60 


132 


SER 


CA 


-30.59 


132 


SER 


CB 


-29.21 


132 


SER 


OG 


-28.89 


132 


SER 


c 


-30.50 


132 


SER 


0 


-30.34 


133 


VAL 


N 


-30.47 


133 


VAL 


CA 


-30.38 


133 


VAL 


CB 


-31.75 


133 


VAL 


CGI 


-32.73 


133 


VAL 


CG2 


-32.30 


133 


VAL 


c 


-29.52 


133 


VAL 


o 


-29.29 


134 


ALA 


N 


-29.14 


134 


ALA 


CA 


-28.32 


134 


ALA 


CB 


-26.99 


134 


ALA 


c 


-29.14 


134 


ALA 


o 


-29.99 


135 


ILE 


N 


-28.79 


135 


ILE 


CA 


-29.49 


135 


ILE 


CB 


-30.82 


135 


ILE 


CG2 


-31.90 


135 


ILE 


CGI 


-30.57 


X -J -J 


■L lib 






135 


ILE 


C 


-28.69 


135 


ILE 


0 


-27.58 


136 


ASP 


N 


-29.20 


136 


ASP 


CA 


-28.56 


136 


ASP 


CB 


-28.74 


136 


ASP 


CG 


-28.23 



TABLE Vm 

-27.89 69.47 15.00 

-28.02 67.54 15.00 

-26.77 68.34 15.00 

-26.52 68.98 15.00 

-28.78 67.19 15.00 

-29.24 68.05 15.00 

-28.91 65.89 15.00 

-29.63 65.37 15.00 

-30.83 64.56 15.00 

-31.52 63.87 15.00 

-31.76 65.47 15.00 

-28.75 64.48 15.00 

-28.02 63.65 15.00 

-28.85 64.68 15.00 

-28.13 63.91 15.00 

-28.32 64.54 15.00 

-27.37 65.52 15.00 

-28.73 62.50 15.00 

-29.94 62.34 15.00 

-27.87 61.50 15.00 

-28.36 60.13 15.00 

-28.35 59.45 15.00 

-29.24 60.17 15.00 

-26.98 59.41 15.00 

-27.41 59.35 15.00 

-26.29 59.79 15.00 

-27.85 58.15 15.00 

-27.08 57.22 15.00 

-27.75 56.97 15.00 

-27.06 55.95 15.00 

-27.92 55.71 15.00 

-26.11 55.09 15.00 

-25.93 53.83 15.00 

-25.12 54.04 15.00 

-26.00 54.64 15.00 

-23.83 54.85 15.00 

-22.91 54.86 15.00 

-25.16 52.82 15.00 

-24.73 53.10 15.00 

-25.10 51.61 15.00 

-24.32 50.56 15.00 

-24.95 49.18 15.00 

-24.06 48.08 15.00 
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TABLE Vm 

136 ASP OD1 -28.28 -24.45 46.91 15.00 

136 ASP OD2 -27.73 -22.96 48.35 15.00 

136 ASP C -29.32 -23.01 50.62 15.00 

136 ASP O -30.51 -22.93 50.35 15.00 

137 ALA N -28.59 -21.94 50.84 15.00 
137 ALA CA -29.23 -20.64 50.97 15.00 
137 ALA CB -29.22 -20.22 52.43 15.00 
137 ALA C -28.65 -19.55 50.07 15.00 

137 ALA O -28.89 -18.38 50.30 15.00 

138 SER N -27.97 -19.97 49.00 15.00 
138 SER CA -27.34 -19.06 48.03 15.00 
138 SER CB -26.28 -19.80 47.23 15.00 
138 SER OG -26.71 -21.14 47.02 15.00 
138 SER C -28.32 -18.41 47.07 15.00 

138 SER O -28.09 -17.29 46.57 15.00 

139 LEU N -29.42 -19.14 46.81 15.00 
139 LEU CA -30.44 -18.68 45.87 15.00 
139 LEU CB -31.60 -19.68 45.83 15.00 
139 LEU CG -31.57 -20.77 44.76 15.00 
139 LEU CD1 -31.68 -20.14 43.39 15.00 
139 LEU CD2 -30.29 -21.58 44.84 15.00 
139 LEU C -30.95 -17.30 46.25 15.00 

139 LEU O -31.39 -17.09 47.37 15.00 

140 THR N -30.99 -16.39 45.28 15.00 
140 THR CA -31.41 -15.04 45.54 15.00 
140 THR CB -31.16 -14.10 44.30 15.00 
140 THR OG1 -30.83 -14.87 43.13 15.00 
140 THR CG2 -30.00 -13.22 44.59 15.00 
140 THR C -32.86 -14.97 46.00 15.00 

140 THR O -33.25 -14.00 46.66 15.00 

141 SER N -33.65 -15.99 45.68 15.00 
141 SER CA -35.05 -16.03 46.09 15.00 
141 SER CB -35.80 -17.14 45.35 15.00 
141 SER OG -34.95 -18.27 45.17 15.00 
141 SER C -35.15 -16.16 47.60 15.00 

141 SER O -35.95 -15.48 48.25 15.00 

142 PHE N -34.23 -16.95 48.15 15.00 
142 PHE CA -34.11 -17.19 49.58 15.00 
142 PHE CB -32.92 -18.13 49.84 15.00 
142 PHE CG -32.94 -18.73 51.21 15.00 
142 PHE CD1 -33.41 -20.03 51.41 15.00 
142 PHE CD2 -32.54 -17.97 52.34 15.00 
142 PHE CE1 -33.50 -20.55 52.67 15.00 
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142 PHE CE2 -32.63 
142 PHE CZ -33.10 
142 PHE C -33.90 

142 PHE 0 -34.57 

143 GLN N -33.02 
143 GLN CA -32.74 
143 GLN CB -31.45 
143 GLN CG -30.34 
143 GLN CD -29.07 
143 GLN OE1 -29.02 
143 GLN NE2 -28.02 
143 GLN C -33.90 

143 GLN 0 -34.20 

144 PHE N -34.58 
144 PHE CA -35.72 
144 PHE CB -35.76 
144 PHE CG -34.56 
144 PHE COl -34.12 
144 PHE CD2 -33.89 
144 PHE CE1 -33.03 
144 PHE CE2 -32.80 
144 PHE CZ -32.36 
144 PHE C -37.07 

144 PHE O -38.09 

145 TYR N -37.08 
145 TYR CA -38.31 
145 TYR CB -37.94 
145 TYR CG -39.07 
145 TYR CD1 -39.94 
145 TYR CE1 -41.00 
145 TYR CD2 -39.30 
145 TYR CE2 -40.33 
145 TYR CZ -41.19 
145 TYR OH -42.25 
145 TYR C -39.14 

145 TYR O -38.60 

146 SER N -40.45 
146 SER CA -41.31 
146 SER CB -41.74 
146 SER OG -40.94 
146 SER C -42.53 

146 SER O -42.89 

147 LYS N -43.15 



TABLE Vm 

-18.49 53.60 15.00 

-19.77 53.78 15.00 

-15.87 50.34 15.00 

-15.60 51.33 15.00 

-15.01 49.84 15.00 

-13.74 50.49 15.00 

-13.14 49.95 15.00 

-14.15 49.75 15.00 

-13.49 49.24 15.00 

-12.26 49.08 15.00 

-14.29 49.00 15.00 

-12.76 50.35 15.00 

-12.02 51.29 15.00 

-12.77 49.20 15.00 

-11.87 49.00 15.00 

-11.31 47.56 15.00 

-10.48 47.21 15.00 

-9.49 48.08 15.00 

-10.69 46.02 15.00 

-8.71 47.77 15.00 

-9.92 45.68 15.00 

-8.93 46.55 15.00 

-12.48 49.36 15.00 

-11.81 49.24 15.00 

-13.74 49.80 15.00 

-14.45 50.22 15.00 

-15.77 50.96 15.00 

-16.36 51.80 15.00 

-17.34 51.29 15.00 

-17.82 52.05 15.00 

-15.88 53.10 15.00 

-16.32 53.86 15.00 

-17.29 53.34 15.00 

-17.67 54.16 15.00 

-13.55 51.14 15.00 

-12.81 51.97 15.00 

-13.64 51.02 15.00 

-12.83 51.88 15.00 

-11.55 51.16 15.00 

-10.40 51.51 15.00 

-13.55 52.45 15.00 

-13.33 53.61 15.00 

-14.44 51.68 15.00 
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TABLE Vin 

-15.12 52.17 15.00 

-14.22 51.94 15.00 

-13.23 53.02 15.00 

-12.13 52.55 15.00 

-12.66 51.67 15.00 

-13.77 52.35 15.00 

-16.41 51.41 15.00 

-16.45 50.20 15.00 

-17.43 52.10 15.00 

-18.66 51.42 15.00 

-19.82 51.65 15.00 

-19.73 52.41 15.00 

-20.91 50.92 15.00 

-22.13 50.98 15.00 

-23.39 50.69 15.00 

-24.66 50.78 15.00 

-23.43 51.62 15.00 

-22.02 49.90 15.00 

-22.06 48.72 15.00 

-21.79 50.34 15.00 

-21.66 49.49 15.00 

-21.17 50.33 15.00 

-21.02 49.48 15.00 

-19.91 48.65 15.00 

-19.75 47.90 15.00 

-21.97 49.52 15.00 

-21.82 48.77 15.00 

-20.71 47.97 15.00 

-20.55 47.26 15.00 

-22.89 48.73 15.00 

-23.95 49.29 15.00 

-22.68 47.44 15.00 

-23.73 46.54 15.00 

-24.64 46.18 15.00 

-25.91 45.48 15.00 

-26.99 46.24 15.00 

-28.12 45.59 15.00 

-25.99 44.05 15.00 

-27.07 43.37 15.00 

-28.15 44.13 15.00 

-29.25 43.41 15.00 

-23.09 45.29 15.00 

-22.21 44.68 15.00 
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TABLE Vm 

152 ASP N -37.66 -23.52 44.96 15.00 

152 ASP CA -36.90 -23.04 43.81 15.00 

152 ASP CB -35.90 -21.97 44.26 15.00 

152 ASP CG -35.26 -21.25 43.08 15.00 

152 ASP OD1 -35.42 -20.01 42.99 15.00 

152 ASP OD2 -34.63 -21.92 42.23 15.00 

152 ASP C -36.16 -24.28 43.31 15.00 

152 ASP O -35.56 -25.00 44.09 15.00 

153 GLU N -36.16 -24.49 42.00 15.00 
153 GLU CA -35.56 -25.67 41.38 15.00 
153 GLU CB -36.09 -25.74 39.97 15.00 
153 GLU CG -35.94 -24.42 39.26 15.00 
153 GLU CD -36.44 -24.48 37.83 15.00 
153 GLU OE1 -35.63 -24.12 36.94 15.00 
153 GLU OE2 -37.62 -24.87 37.62 15.00 
153 GLU C -34.04 -25.70 41.31 15.00 

153 GLU O -33.47 -26.73 40.99 15.00 

154 SER N -33.39 -24.59 41.60 15.00 
154 SER CA -31.95 -24.48 41.56 15.00 
154 SER CB -31.59 -23.07 41.09 15.00 
154 SER OG -32.22 -22.78 39.85 15.00 
154 SER C -31.28 -24.79 42.91 15.00 

154 SER O -30.07 -24.67 43.03 15.00 

155 CYS N -32.08 -25.19 43.90 15.00 
155 CYS CA -31.55 -25.49 45.23 15.00 
155 CYS C -30.88 -26.84 45.21 15.00 
155 CYS O -31.52 -27.87 45.08 15.00 
155 CYS CB -32.63 -25.43 46.33 15.00 

155 CYS SG -32.25 -24.44 47.82 15.00 

156 ASN N -29.57 -26.79 45.39 15.00 
156 ASN CA -28.70 -27.97 45.38 15.00 
156 ASN CB -27.30 -27.52 44.99 15.00 
156 ASN CG -26.51 -28.59 44.35 15.00 
156 ASN OD1 -26.70 -29.78 44.62 15.00 
156 ASN ND2 -25.58 -28.18 43.51 15.00 
156 ASN C -28.63 -28.71 46.72 15.00 

156 ASN O -28.12 -28.19 47.70 15.00 

157 SER N -29.09 -29.96 46.73 15.00 
157 SER CA -29.09 -30.77 47.95 15.00 
157 SER CB -29.77 -32.11 47.70 15.00 
157 SER OG -31.03 -31.95 47.10 15.00 
157 SER C -27.68 -31.08 48.43 15.00 
157 SER O -27.48 -31.52 49.54 15.00 
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ASP CA 
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ASP CB 
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TABLE Vm 

-30.93 47.55 15.00 

-31.23 47.91 15.00 

-32.07 46.78 15.00 

-33.44 46.67 15.00 

-33.63 45.75 15.00 

-34.30 47.55 15.00 

-30.07 48.28 15.00 

-30.25 48.57 15.00 

-28.88 48.29 15.00 

-27.69 48.61 15.00 

-26.74 47.42 15.00 

-25.49 47.62 15.00 

-25.55 48.00 15.00 

-24.33 47.38 15.00 

-27.03 49.82 15.00 

-26.05 49.68 15.00 

-27.59 50.99 15.00 

-27.07 52.24 15.00 

-28.15 53.29 15.00 

-29.45 52.83 15.00 

-30.64 53.62 15.00 

-29.26 52.91 15.00 

-25.95 52.63 15.00 

-26.21 52.92 15.00 

-24.74 52.74 15.00 

-23.58 53.10 15.00 

-22.78 51.83 15.00 

-22.55 50.93 15.00 

-21.74 51.22 15.00 

-23.31 49.84 15.00 

-22.67 54.23 15.00 

-21.70 54.59 15.00 

-22.96 54.76 15.00 

-22.19 55.86 15.00 

-21.15 55.35 15.00 

-20.21 56.41 15.00 

-19.99 56.84 15.00 

-19.39 57.16 15.00 

-18.68 57.99 15.00 

-19.03 57.82 15.00 

-23.11 56.86 15.00 

-24.10 56.49 15.00 

-22.84 58.14 15.00 
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169 TYR CZ 


-45.12 


169 TYR OH 


-45.63 


169 TYR C 


-45.53 


169 TYR 0 


-46.20 


170 GLY N 


-46.09 


170 GLY CA 


-47.54 


170 GLY C 


-47.93 


170 GLY 0 


-47.12 


171 ILE N 


-49.14 


171 ILE CA 


-49.55 


171 ILE CB 


-50.30 


171 ILE CG2 


-51.37 


171 ILE CGI 


-50.79 


171 ILE CD1 


-51.11 


171 ILE C 


-50.38 


171 ILE O 


-51.37 


172 GLN N 


-49.93 


172 GLN CA 


-50.64 


172 GLN CB 


-49.68 


172 GLN CG 


-50.30 


172 GLN CD 


-49.27 


172 GLN OE1 


-48.07 


172 GLN NE2 


-49.74 


172 GLN C 


-51.25 


172 GLN 0 


-50.56 


173 LYS N 


-52.55 


173 LYS CA 


-53.33 


173 LYS CB 


-53.40 


173 LYS CG 


-54.16 


173 LYS CD 


-53.57 


173 LYS CE 


-54.37 


173 LYS NZ 


-54.04 


173 LYS C 


-52.85 


173 LYS 0 


-52.73 


174 GLY N 


-52.61 


174 GLY CA 


-52.15 


174 GLY C 


-50.64 


174 GLY 0 


-50.08 


175 ASN N 


-49.97 


175 ASN CA 


-48.52 


175 ASN CB 


-47.92 


175 ASN CG 


-48.48 


175 ASN OD1 


-48.53 



-32.81 62.55 15.00 

-33.71 63.41 15.00 

-28.26 60.32 15.00 

-28.25 61.37 15.00 

-28.23 59.12 15.00 

-28.17 58.95 15.00 

-28.06 57.48 15.00 

-28.35 56.61 15.00 

-27.61 57.17 15.00 

-27.54 55.77 15.00 

-28.85 55.41 15.00 

-29.17 56.40 15.00 

-28.82 53.99 15.00 

-30.20 53.45 15.00 

-26.29 55.43 15.00 

-26.02 56.10 15.00 

-25.52 54.44 15.00 

-24.31 54.01 15.00 

-23.10 54.05 15.00 

-21.69 53.87 15.00 

-20.56 53.75 15.00 

-20.77 53.89 15.00 

-19.35 53.49 15.00 

-24.41 52.63 15.00 

-24.19 51.64 15.00 

-24.75 52.57 15.00 

-24.85 51.32 15.00 

-23.48 50.61 15.00 

-22.39 51.36 15.00 

-22.02 52.75 15.00 

-22.65 53.92 15.00 

-22.06 55.23 15.00 

-25.93 50.36 15.00 

-25.69 49.15 15.00 

-27.11 50.90 15.00 

-28.21 50.08 15.00 

-28.26 50.03 15.00 

-29.23 49.53 15.00 

-27.25 50.58 15.00 

-27.27 50.57 15.00 

-26.00 49.95 15.00 

-25.73 48.57 15.00 

-26.61 47.73 15.00 



WO 97/16177 



TABLE VIE 



PCT/US96/17512 



175 


ASN 


ND2 


-48 


.96 


175 


ASN 


C 


-47 


.94 


175 


ASN 


0 


-48 


.04 


176 


LYS 


N 


-47 


.37 


176 


LYS 


CA 


-46 


.71 


176 


LYS 


CB 


-46 


.28 


176 


LYS 


CG 


-47 


.40 


176 


LYS 


CD 


-47.20 


176 


LYS 


CE 


-48 


.36 


176 


LYS 


NZ 


-48 


.49 


176 


LYS 


C 


-45 


.51 


176 


LYS 


0 


-45 


.12 


177 


HIS 


N 


-44 


.94 


177 


HIS 


CA 


-43 


.82 


177 


HIS 


CB 


-44 


.23 


177 


HIS 


CG 


-45 


.19 


177 


HIS 


CD2 


-45 


.07 


177 


HIS 


ND1 


-46. 


.37 


177 


HIS 


CE1 


-46. 


.93 


177 


HIS 


NE2 


-46.16 


177 


HIS 


C 


-43. 


.08 


177 


HIS 


0 


-43. 


.62 


178 


TRP 


N 


-41. 


.81 


178 


TRP 


CA 


-40. 


.97 


178 


TRP 


CB 


-39. 


.52 


178 


TRP 


CG 


-39. 


.34 


178 


TRP 


CD2 


-39. 


46 


178 


TRP 


CE2 


-39. 


29 


178 


TRP 


CE3 


-39. 


70 


178 


TRP 


CD1 


-39. 


09 


178 


TRP 


NE1 


-39. 


07 


178 


TRP 


CZ2 


-39. 


34 


178 


TRP 


CZ3 


-39. 


76 


178 


TRP 


CH2 


-39. 


58 


178 


TRP 


C 


-41. 


00 


178 


TRP 


0 


-41. 


12 


179 


ILE 


N 


-41. 


04 


179 


ILE 


CA 


-41. 


05 


179 


ILE 


CB 


-41. 


99 


179 


ILE 


CG2 


-41. 


90 


179 


ILE 


CGI 


-43. 


42 


179 


ILE 


CD1 


-44. 


37 


179 


ILE 


C 


-39. 


62 



-24.51 48.37 15.00 

-27.50 51.94 15.00 

-26.66 52.86 15.00 

-28.69 52.07 15.00 

-29.13 53.27 15.00 

-30.61 53.08 15.00 

-31.59 52.68 15.00 

-32.92 53.41 15.00 

-33.85 53.17 15.00 

-34.80 54.30 15.00 

-28.18 53.48 15.00 

-27.49 52.55 15.00 

-28.15 54.68 15.00 

-27.26 54.97 15.00 

-25.79 54.78 15.00 

-25.25 55.82 15.00 

-25.11 57.17 15.00 

-24.62 55.49 15.00 

-24.11 56.58 15.00 

-24.40 57.61 15.00 

-27.42 56.30 15.00 

-27.92 57.28 15.00 

-27.01 56.29 15.00 

-27.01 57.48 15.00 

-27.41 57.16 15.00 

-28.83 56.89 15.00 

-29.91 57.82 15.00 

-31.11 57.09 15.00 

-29.97 59.20 15.00 

-29.39 55.68 15.00 

-30.76 55.78 15.00 

-32.38 57.67 15.00 

-31.22 59.78 15.00 

-32.42 59.01 15.00 

-25.55 57.95 15.00 

-24.64 57.14 15.00 

-25.34 59.26 15.00 

-23.98 59.78 15.00 

-23.89 60.97 15.00 

-22.54 61.61 15.00 

-24.18 60.51 15.00 

-24.29 61.63 15.00 

-23.75 60.20 15.00 



sir 



WO 97/16177 



TABLE Vm 



PCT/US96/17512 



179 


ILE 0 


-39.07 


180 


ILE N 


-38.99 


180 


ILE CA 


-37.58 


180 


ILE CB 


-36.79 


180 


ILE C62 


-35.36 


180 


ILE CGI 


-36.99 


180 


ILE CD1 


-36.41 


180 


ILE C 


-37.25 


180 


ILE 0 


-37.82 


181 


LYS N 


-36.35 


181 


LYS CA 


-35.97 


181 


LYS CB 


-35.83 


181 


LYS CG 


-35.49 


181 


LYS CD 


-35.36 


181 


LYS CE 


-35.01 


181 


LYS N2 


-34.86 


181 


LYS C 


-34.64 


181 


LYS 0 


-33.72 


182 


ASN N 


-34.49 


182 


ASN CA 


-33.22 


182 


ASN CB 


-33.45 


182 


ASN CG 


-32.32 


182 


ASN OD1 


-31.30 


182 


ASN ND2 


-32.53 


182 


ASN C 


-32.54 


182 


ASN 0 


-33.16 


183 


SER N 


-31.25 


183 


SER CA 


-30.40 


183 


SER CB 


-29.16 


183 


SER OG 


-28.52 


183 


SER C 


-29.95 


183 


SER 0 


-28.81 


184 


TRP N 


-30.82 


184 


TRP CA 


-30.50 


184 


TRP CB 


-30.71 


184 


TRP CG 


-29.79 


184 


TRP CD2 


-29.90 


184 


TRP CE2 


-28.80 


184 


TRP CE3 


-30.82 


184 


TRP CD1 


-28.66 


184 


TRP NE1 


-28.06 


184 


TRP CZ2 


-28.59 


184 


TRP CZ3 


-30.63 



-24.45 61.07 15.00 

-22.78 59.57 15.00 

-22.52 59.86 15.00 

-22.59 58.57 15.00 

-22.38 58.83 15.00 

-23.93 57.91 15.00 

-25.01 58.75 15.00 

-21.18 60.52 15.00 

-20.13 60.17 15.00 

-21.19 61.49 15.00 

-19.95 62.16 15.00 

-20.19 63.65 15.00 

-18.92 64.45 15.00 

-19.25 65.93 15.00 

-18.04 66.76 15.00 

-18.51 68.16 15.00 

-19.50 61.61 15.00 

-20.32 61.54 15.00 

-18.23 61.27 15.00 

-17.79 60.71 15.00 

-17.10 59.34 15.00 

-17.37 58.34 15.00 

-18.02 58.65 15.00 

-16.89 57.09 15.00 

-16.84 61.68 15.00 

-16.31 62.60 15.00 

-16.64 61.45 15.00 

-15.74 62.23 15.00 

-16.50 62.75 15.00 

-17.33 61.76 15.00 

-14.52 61.41 15.00 

-14.06 61.56 15.00 

-13.98 60.55 15.00 

-12.82 59.71 15.00 

-13.10 58.22 15.00 

-14.06 57.58 15.00 

-14.58 56.26 15.00 

-15.45 56.05 15.00 

-14.38 55.22 15.00 

-14.61 58.11 15.00 

-15.46 57.20 15.00 

-16.14 54.84 15.00 

-15.04 54.04 15.00 



WO 97/16177 



TABLE Vm 



PCT/US96/17512 



184 


TRP 


CH2 


-29 


.52 


-15.92 


53.84 


15 


.00 


184 


TRP 


C 


-31 


.34 


-11.59 


60.02 


15 


.00 


184 


TRP 


0 


-31 


.41 


-10.70 


59.18 


15 


.00 


185 


GLY 


N 


-31 


.95 


-11.51 


61.20 


15 


.00 


185 


GLY 


CA 


-32 


.75 


-10.34 


61.52 


15 


.00 


185 


GLY 


C 


-34 


.24 


-10.61 


61.41 


15 


.00 


185 


GLY 


0 


-34 


.63 


-11.61 


60.82 


15 


.00 


186 


GLU 


N 


-35 


.09 


-9.75 


61.96 


15 


.00 


186 


GLU 


CA 


-36 


.52 


-10.00 


61.83 


15 


.00 


186 


GLU 


CB 


-37 


.32 


-9.44 


63.01 


15 


.00 


186 


GLU 


CG 


-36 


.65 


-9.45 


64.34 


15, 


.00 


186 


GLU 


CD 


-37. 


.34 


-8.56 


65.32 


15. 


.00 


186 


GLU 


0E1 


-36. 


.68 


-8.08 


66.25 


15. 


.00 


186 


GLU 


OE2 


-38. 


.55 


-8.32 


65.21 


15. 


.00 


186 


GLU 


C 


-36. 


.99 


-9.30 


60.56 


15. 


.00 


186 


GLU 


0 


-38. 


.10 


-9.52 


60.08 


15. 


.00 


187 


ASN 


N 


-36. 


.14 


-8.44 


60.02 


15. 


.00 


187 


ASN 


CA 


-36. 


.46 


-7.68 


58.83 


15. 


.00 


187 


ASN 


CB 


-35. 


.60 


-6.42 


58.79 


15. 


do 


187 


ASN 


CG 


-35. 


.84 


-5.51 


59.97 


15. 


00 


187 


ASN 


OD1 


-34. 


.92 


-4.82 


60.44 


15. 


00 


187 


ASN 


ND2 


-37. 


.10 


-5.46 


60.45 


15. 


00 


187 


ASN 


C 


-36. 


.21 


-8.52 


57.60 


15. 


00 


187 


ASN 


0 


-36. 


21 


-8.00 


56.49 


15. 


00 


188 


TRP 


N 


-35. 


89 


-9.79 


57.81 


15. 


00 


188 


TRP 


CA 


-35. 


66 


-10.68 


56.68 


15. 


00 


188 


TRP 


CB 


-34. 


39 


-11.49 


56.84 


15. 


00 


188 


TRP 


CG 


-34. 


20 


-12.53 


55.78 


15. 


00 


188 


TRP 


CD2 


-34. 


69 


-13.89 


55.77 


15. 


00 


188 


TRP 


CE2 


-34. 


21 


-14.49 


54.59 


15. 


00 


188 


TRP 


CE3 


-35. 


48 


-14.67 


56.67 


15. 


00 


188 


TRP 


CD1 


-33. 


48 


-12.37 


54.63 


15. 


00 


188 


TRP 


NE1 


-33. 


48 


-13.54 


53.91 


15. 


00 


188 


TRP 


CZ2 


-34. 


50 


-15.83 


54.26 


15. 


00 


188 


TRP 


CZ3 


-35. 


76 


-15.96 


56.35 


15. 


00 


188 


TRP 


CH2 


-35. 


28 


-16.55 


55.16 


15. 


00 


188 


TRP 


C 


-36. 


80 


-11.63 


56.71 


15. 


00 


188 


TRP 


0 


-37. 


29 


-11.96 


57.78 


15. 


00 


189 


GLY 


N 


-37. 


22 


-12.09 


55.53 


15. 


00 


189 


GLY 


CA 


-38. 


30 


-13.05 


55.42 


15. 


00 


189 


GLY 


C 


-39. 


53 


-12.66 


56.18 


15. 


00 


189 


GLY 


0 


-39. 


85 


-11.50 


56.32 


15. 


00 


190 


ASN 


N 


-40. 


23 


-13.64 


56.73 


15. 


00 



WO 97/16177 



TABLE VIE 



PCT/US96/17512 



190 


ASN 


CA 


190 


ASN 


CB 


190 


ASN 


CG 


190 


ASN 


OD1 


190 


ASN ND2 


190 


ASN 


C 


190 


ASN 


0 


191 


LYS 


N 


191 


LYS 


CA 


191 


LYS 


CB 


191 


LYS 


CG 


191 


LYS 


CD 


191 


LYS 


CE 


191 


LYS 


NZ 


191 


LYS 


C 


191 


LYS 


0 


192 


GLY 


N 


192 


GLY 


CA 


192 


GLY 


C 


192 


GLY 


0 


193 


TYR 


N 


193 


TYR 


CA 


193 


TYR 


CB 


193 


TYR 


CG 


193 


TYR 


CD1 


193 


TYR 


CE1 


193 


TYR 


CD2 


193 


TYR 


CE2 


193 


TYR 


CZ 


193 


TYR 


OH 


193 


TYR 


C 


193 


TYR 


0 


194 


ILE 


N 


194 


1LE 


CA 


194 


ILE 


CB 


194 


ILE 


CG2 


194 


ILE 


CGI 


194 


ILE 


CD1 


194 


ILE 


C 


194 


ILE 


O 


195 


LEU 


N 


195 


LEU 


CA 


195 


LEU 


CB 



-41.43 -13.31 

-42.42 -14.44 

-43.81 -14.05 

-44.10 -12.89 

-44.72 -15.00 

-41.04 -13.20 

-40.92 -14.22 

-40.80 -11.98 

-40.39 -11.79 

-41.62 -11.71 

-42.53 -10.45 

-43.64 -10.73 

-44.65 -9.57 

-44.60 -8.96 

-39.36 -12.83 

-39.58 -13.50 

-38.25 -12.96 

-37.17 -13.89 

-37.47 -15.35 

-36.64 -16.20 

-38.59 -15.63 

-38.89 -17.04 

-40.12 -17.53 

-39.91 -17.72 

-39.96 -16.63 

-39.79 -16.81 

-39.69 -18.99 

-39.52 -19.20 

-39.56 -18.12 

-39.33 -18.34 

-39.11 -17.29 

-39.23 -16.35 

-39.08 -18.56 

-39.32 -18.92 

-37.98 -18.83 

-36.90 -19.78 

-38.23 -19.04 

-36.98 -19.00 

-39.99 -20.30 

-39.67 -21.15 

-41.01 -20.45 

-41.71 -21.72 

-43.20 -21.48 



57.46 15.00 

57.30 15.00 

57.76 15.00 

58.14 15.00 

57.62 15.00 

58.90 15.00 
59.57 15.00 
59.38 15.00 
60.76 15.00 
61.67 15.00 

61.51 15.00 
60.48 15.00 
60.22 15.00 

58.86 15.00 

61.26 15.00 

62.27 15.00 

60.52 15.00 

60.87 15.00 
60.56 15.00 
60.86 15.00 

59.91 15.00 

59.63 15.00 
60.44 15.00 
61.94 15.00 
62.83 15.00 
64.19 15.00 

62.47 15.00 
63.79 15.00 
64.67 15.00 
66.03 15.00 
58.14 15.00 
57.35 15.00 
57.75 15.00 
56.37 15.00 
55.52 15.00 

56.01 15.00 

54.02 15.00 
53.22 15.00 
56.33 15.00 
57.18 15.00 

55.48 15.00 
55.30 15.00 
55.00 15.00 



WO 97/16177 



TABLE Vm 



PCT/US96/17512 



195 


LEU 


CG 


-43.96 


195 


LEU 


CD1 


-45.35 


195 


LEU 


CD2 


-44 . 03 


195 


LEU 


C 


-41.08 


195 


LEU 


0 


-41.24 


196 


MET 


N 


-40.38 


196 


MET 


CA 


-39.73 


196 


MET 


CB 


-38.30 


196 


MET 


CG 


-37.40 


196 


MET 


SD 


-35.72 


196 


MET 


CE 


-35.19 


196 


MET 


C 


-40.45 


196 


MET 


O 


-40.92 


197 


ALA 


N 


-40.52 


197 


ALA 


CA 


-41.19 


197 


ALA 


CB 


-40.98 


197 


ALA 


C 


-40.77 


197 


ALA 


0 


-39.59 


198 


ARG 


N 


-41.77 


198 


ARG 


CA 


-41.53 


198 


ARG 


CB 


-42.18 


198 


ARG 


CG 


-42.26 


198 


ARG 


CD 


-42.45 


198 


ARG 


NE 


-43.59 


198 


ARG 


CZ 


-44.85 


198 


ARG 


NH1 


-45.11 


198 


ARG 


NH2 


-45.84 


198 


ARG 


C 


-42.05 


198 


ARG 


0 


-43.07 


199 


ASN 


N 


-41.39 


199 


ASN 


CA 


-41.70 


199 


ASN 


CB 


-43.17 


199 


ASN 


CG 


-43.54 


199 


ASN 


OD1 


-42.66 


199 


ASN 


ND2 


-44.84 


199 


ASN 


C 


-41.32 


199 


ASN 


0 


-41.24 


200 


LYS 


N 


-41.04 


200 


LYS 


CA 


-40.66 


200 


LYS 


CB 


-40.98 


200 


LYS 


CG 


-42.41 


200 


LYS 


CD 


-42.69 


200 


LYS 


CE 


-42.63 



-20.94 56.22 15.00 

-20.46 55.85 15.00 

-22.03 57.28 15.00 

-22.46 54.14 15.00 

-22.03 52.99 15.00 

-23.55 54.41 15.00 

-24.28 53.34 15.00 

-24.61 53.74 15.00 

-23.37 53.79 15.00 

-23.74 54.33 15.00 

-24.86 53.02 15.00 

-25.54 52.91 15.00 

-26.29 53.76 15.00 

-25.77 51.61 15.00 

-26.95 51.06 15/00 

-26.99 49.58 15.00 

-28.28 51.69 15.00 

-28.51 51.93 15.00 

-29.13 51.96 15.00 

-30.45 52.55 15.00 

-30.53 53.94 15.00 

-31.94 54.56 15.00 

-31.86 56.05 15.00 

-31. .03 56.41 15.00 

-31.46 56.47 15.00 

-32.72 56.19 15.00 

-30.65 56.84 15.00 

-31.55 51.67 15.00 

-31.41 50.99 15.00 

-32.69 51.77 15.00 

-33.89 51.02 15.00 

-34.27 51.14 15.00 

-34.74 52.54 15.00 

-34.97 53.39 15.00 

-34.86 52.79 15.00 

-33.73 49.56 15.00 

-34.72 48.84 15.00 

-32.51 49.14 15.00 

-32.31 47.77 15.00 

-30.88 47.33 15.00 

-30.50 47.40 15.00 

-29.14 46.77 15.00 

-29.16 45.28 15.00 



WO 97/16177 



TABLE Vm 



PCT/US96/17512 



200 


LYS N2 


-43.85 


200 


LYS C 


-39.20 


200 


LYS 0 


-38.40 


201 


ASN N 


-38.85 


201 


ASN CA 


-37.50 


201 


ASN CB 


-37.30 


201 


ASN CG 


-38.27 


201 


ASN OD1 


-37.88 


201 


ASN ND2 


-39.56 


201 


ASN C 


-36.34 


201 


ASN O 


-35.58 


202 


ASN N 


-36.22 


202 


ASN CA 


-35.14 


202 


ASN CB 


-33.88 


202 


ASN CG 


-33.05 


202 


ASN OD1 


-33.57 


202 


ASN ND2 


-31.73 


202 


ASN C 


-34.85 


202 


ASN 0 


-33.72 


203 


ALA N 


-35.85 


203 


ALA H 


-36.60 


203 


ALA CA 


-35.72 


203 


ALA CB 


-36.91 


203 


ALA C 


-34.46 


203 


ALA 0 


-34.31 


204 


CYS N 


-33.59 


204 


CYS CA 


-32.40 


204 


CYS C 


-31.47 


204 


CYS O 


-30.40 


204 


CYS CB 


-32.76 


204 


CYS SG 


-33.64 


205 


GLY N 


-31.91 


205 


GLY CA 


-31.04 


205 


GLY C 


-31.30 


205 


GLY O 


-30.40 


206 


ILE N 


-32.52 


206 


ILE CA 


-32.90 


206 


ILE CB 


-34.33 


206 


ILE CG2 


-35.41 


206 


ILE CGI 


-34.60 


206 


ILE CD1 


-35.73 


206 


ILE C 


-32.75 


206 


ILE O 


-32.59 



-29.82 44.77 15.00 

-32.67 47.45 15.00 

-31.81 47.09 15.00 

-33.95 47.62 15.00 

-34.49 47.34 15.00 

-34.62 45.82 15.00 

-35.59 45.16 15.00 

-36.36 44.27 15.00 

-35.52 45.54 15.00 

-33.71 47.95 15.00 

-33.08 47.22 15.00 

-33.75 49.28 15.00 

-33.08 50.02 15.00 

-33.93 49.92 15.00 

-33.91 51.18 15.00 

-33.92 52.30 15.00 

-33.90 51.01 15.00 

-31.68 49.53 15.00 

-31.35 49.20 15.00 

-30.82 49.54 15.00 

-31.08 50.11 15.00 

-29.46 49.02 15.00 

-28.60 49.43 15.00 

-28.80 49.61 15.00 

-28.70 50.79 15.00 

-28.31 48.74 15.00 

-27.62 49.21 15.00 

-28.47 50.07 15.00 

-28.02 50.45 15.00 

-26.38 50.00 15.00 

-25.09 49.12 15.00 

-29.64 50.49 15.00 

-30.48 51.28 15.00 

-30.32 52.77 15.00 

-30.54 53.58 15.00 

-29.94 53.13 15.00 

-29.75 54.52 15.00 

-29.12 54.62 15.00 

-30.09 54.17 15.00 

-28.70 56.06 15.00 

-27.69 56.23 15.00 

-31.00 55.45 15.00 

-30.85 56.66 15.00 



1*0 



WO 97/16177 



TABLE Vm 



PCT/US96/17512 



207 


ALA 


N 


-32 


.81 


207 


ALA 


CA 


-32 


.67 


207 


ALA 


CB 


-33 


.80 


207 


ALA 


C 


-31 


.34 


207 


ALA 


0 


-31 


.17 


208 


ASN 


N 


-30 


.36 


208 


ASN 


CA 


-29 


.04 


208 


ASN 


CB 


-28 


.34 


208 


ASN 


CG 


-28 


.78 


208 


ASN 


OD1 


-29 


.25 


208 


ASN ND2 


-28 


.60 


208 


ASN 


C 


-28. 


.08 


208 


ASN 


O 


-27. 


.28 


209 


LEU 


N 


-28. 


.08 


209 


LEU 


CA 


-27. 


.19 


209 


LEU 


CB 


-26.07 


209 


LEU 


CG 


-24. 


.73 


209 


LEU 


CD1 


-24. 


.11 


209 


LEU 


CD2 


-23. 


.76 


209 


LEU 


C 


-27. 


.97 


209 


LEU 


0 


-27. 


72 


210 


ALA 


N 


-28. 


79 


210 


ALA 


H 


-29. 


19 


210 


ALA 


CA 


-29. 


59 


210 


ALA 


CB 


-31. 


08 


210 


ALA 


C 


-29. 


19 


210 


ALA 


0 


-28. 


91 


211 


SER 


N 


-29. 


24 


211 


SER 


CA 


-28. 


94 


211 


SER 


CB 


-27. 


44 


211 


SER 


OG 


-26. 


78 


211 


SER 


C 


-29. 


57 


211 


SER 


O 


-30. 


17 


212 


PHE 


N 


-29. 


43 


212 


PHE 


CA 


-29. 


96 


212 


PHE 


CB 


-31. 


46 


212 


PHE 


CG 


-31. 


78 


212 


PHE 


CD1 


-32. 


33 


212 


PHE 


CD2 


-31. 


61 


212 


PHE 


CE1 


-32. 


71 


212 


PHE 


CE2 


-31. 


98 


212 


PHE 


CZ 


-32. 


54 


212 


PHE 


C 


-29. 


16 



-32.22 54.92 15.00 

-33.38 55.79 15.00 

-34.33 55.58 15.00 

-34.09 55.63 15.00 

-35.20 56.13 15.00 

-33.45 55.00 15.00 

-34.07 54.76 15.00 

-33.45 53.52 15.00 

-34.07 52.18 15.00 

-35.21 52.11 15.00 

-33.31 51.12 15.00 

-34.01 55.94 15.00 

-34.93 56.15 15.00 

-32.88 56.64 15.00 

-32.64 57.78 15.00 

-31.64 57.40 15.00 

-31.69 58.15 15.00 

-33.07 58.09 15.00 

-30.66 57.52 15.00 

-32.12 59.02 15.00 

-30.99 59.50 15.00 

-32.99 59.65 15.00 

-33.47 58.90 15.00 

-32.51 60.77 15.00 

-32.79 60.54 15.00 

-33.24 62.06 15.00 

-34.44 62.09 15.00 

-32.48 63.17 15.00 

-33.06 64.47 15.00 

-33.22 64.70 15.00 

-31.96 64.75 15.00 

-32.31 65.62 15.00 

-31.24 65.41 15.00 

-32.92 66.81 15.00 

-32.40 68.07 15.00 

-32.75 68.27 15.00 

-34.22 68.27 15.00 

-34.84 67.14 15.00 

-34.97 69.41 15.00 

-36.19 67.17 15.00 

-36.30 69.45 15.00 

-36.91 68.33 15.00 

-32.88 69.27 15.00 
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212 PHE 0 

213 PRO N 
213 PRO CD 
213 PRO CA 
213 PRO CB 
213 PRO CG 
213 PRO C 

213 PRO 0 

214 LYS N 
214 LYS CA 
214 LYS CB 
214 LYS CG 
214 LYS CD 
214 LYS CE 
214 LYS NZ 
214 LYS C 

214 LYS O 

215 MET N 
215 MET CA 
215 MET CB 
215 MET CG 
215 MET SD 
215 MET CE 
215 MET C 
215 MET OT1 

215 MET OT2 

216 HOH OH2 

217 HOH OH2 

218 HOH OH2 

219 HOH OH2 

220 HOH OH2 

221 HOH OH2 

222 HOH OH2 

223 HOH OH2 

224 HOH OH2 

225 HOH OH2 

226 HOH OH2 

227 HOH OH2 

228 HOH OH2 

229 HOH OH2 

230 HOH OH2 

231 HOH OH2 

232 HOH OH2 



-28.56 
-29.11 
-29.69 
-28.36 
-28.14 
-29.45 
-29.19 
-30.42 
-28.53 
-29.24 
-28.57 
-28.79 
-28.01 
-28.46 
-27.39 
-29.05 
-27.98 
-30.08 
-29.99 
-31.12 
-30.96 
-29.93 
-31.16 
-29.93 
-28.98 
-30.83 
•32.26 
•29.10 
•10.46 
-16.64 
•35.65 
•30.42 
•31.55 
25.68 
12.63 
14.75 
44.50 
46.66 
41.69 
31.65 
19.45 
14.47 
44.49 



-33.95 
-32.06 
-30.71 
-32.43 
-31.08 
-30.47 
-33.38 
-33.47 
-34.16 
-35.05 
-36.43 
-37.24 
-38.56 
-39.53 
-40.57 
-34.34 
-33.76 
-34.35 
-33.65 
-32.61 
-31.28 
-30.01 
-28.81 
-34.56 
-34.44 
-35.40 
-16.46 
-19.91 
-12.34 
-12.04 
-23.61 
-35.41 
-20.39 
-31.53 
-8.84 
-22.14 
-27.54 
-35.25 
-17.81 
-20.57 
-17.08 
-31.20 
-25.37 



69.23 

70.33 

70.50 

71.53 

72.20 

72.01 

72.46 

72.36 

73.30 

74.22 

74.20 

72.91 

72.92 

71.81 

71.71 

75.56 

75.79 

76.41 

77.70 

77.90 

77.20 

77.96 

78.53 

78.90 

79.69 

79.08 

65.37 

62.23 

64.01 

73.86 

70.00 

58.75 

66.10 

62.01 

62.20 

66.35 

49.50 

56.37 

69.13 

63.48 

56.43 

62.15 

44.32 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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233 


HOH 


OH2 


-23.11 


-31.07 


62.02 


15 


.00 


234 


HOH 


OH2 


-24.80 


-4.69 


68.36 


15 


.00 


235 


HOH 


OH2 


-31.22 


-18.66 


68.39 


15 


.00 


236 


HOH 


OH2 


-37.21 


-27.28 


51.82 


15 


.00 


237 


HOH 


OH2 


-37.54 


-25.42 


49.65 


15 


.00 


238 


HOH 


OH2 


-48.22 


-33.37 


57.46 


15 


.00 


239 


HOH 


OH2 


-29.06 


-10.11 


76.59 


15 


.00 


240 


HOH 


OH2 


-35.53 


-14.09 


77.20 


15 


.00 


241 


HOH 


OH2 


-16.66 


-4.74 


70.29 


15 


.00 


242 


HOH 


OH2 


-17.42 


-8.40 


75.32 


15 


.00 


243 


HOH 


OH2 


-10.92 


-18.14 


70.16 


15 


.00 


244 


HOH 


OH2 


-9.58 


-20.04 


78.06 


15 


.00 


245 


HOH 


OH2 


-46.35 


-17.06 


54.42 


15 


.00 


246 


HOH 


OH2 


-34.19 


-29.40 


45.76 


15, 


.00 


247 


HOH 


OH2 


-36.78 


-37.90 


52.62 


15. 


.00 


248 


HOH 


OH2 


-42.43 


-35.18 


56.19 


15. 


.00 


249 


HOH 


OH2 


-41.62 


-19.52 


71.38 


15. 


.00 


250 


HOH 


OH2 


-48.81 


-19.01 


73.95 


15. 


.00 


251 


HOH 


OH2 


-41.55 


-15.71 


71.06 


15. 


.00 


252 


HOH 


OH2 


-26.21 


-9.24 


68.97 


15. 


.00 


253 


HOH 


OH2 


-33.78 


-8.96 


64.11 


15. 


00 


254 


HOH 


OH2 


-20.04 


-8.25 


62.53 


15. 


00 


255 


HOH 


OH2 


-17.20 


-6.33 


64.20 


15. 


00 


256 


HOH 


OH2 


-35.58 


-40.12 


65.37 


15. 


00 


257 


HOH 


OH2 


-13.46 


-24.38 


76.78 


15. 


00 


258 


HOH 


OH2 


-8.00 


-25.77 


61.24 


15. 


00 


259 


HOH 


OH2 


-21.06 


-27.44 


51.53 


15. 


00 


260 


HOH 


OH2 


-25.94 


-34.05 


61.10 


15. 


00 


261 


HOH 


OH2 


-12.35 


-29.04 


72.99 


15. 


00 


262 


HOH 


OH2 


-33.29 


-40.38 


63.87 


15. 


00 


263 


HOH 


OH2 


-20.24 


-23.70 


87.14 


15. 


00 


264 


HOH 


OH2 


-13.21 


-12.02 


62.79 


15. 


00 


265 


HOH 


OH2 


-21.34 


-33.08 


61.27 


15. 


00 


266 


HOH 


OH2 


-29.60 


-16.68 


41.72 


15. 


00 


267 


HOH 


OH2 


-25.80 


-19.25 


42.13 


15. 


00 


268 


HOH 


OH2 


-32.98 


-34.45 


47.05 


15. 


00 


269 


HOH 


OH2 


-23.16 


-31.07 


42.89 


15. 


00 


270 


HOH 


OH2 


-34.03 


-29.11 


42.28 


15. 


00 


271 


HOH 


OH2 


-36.71 


-26.01 


46.91 


15. 


00 
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Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor 4-[N- 
[ (phenylmethoxy) carbonyl] -L-leucyl] -1-N[N- (methyl) - 
L-leucyl) ] -3-pyrrolidinone. 

Residue Atom X Y z b 



1 


ALA 


CB 


-54.23 


-33 


.20 


65.64 


15.00 


1 


ALA 


C 


-53.54 


-33 


.00 


63.24 


15.00 


1 


ALA 


0 


-52.73 


-33 


.83 


62.79 


15.00 


1 


ALA 


N 


-54.89 


-34 


.90 


63.97 


15.00 


1 


ALA 


CA 


-54.65 


-33 


.45 


64.19 


15.00 


2 


PRO 


N 


-53.49 


-31 


.70 


62.91 


15.00 


2 


PRO 


CD 


-54.26 


-30 


.56 


63.46 


15.00 


2 


PRO 


CA 


-52.44 


-31 


.22 


62.00 


15.00 


2 


PRO 


CB 


-52.58 


-29 


.69 


62.07 


15.00 


2 


PRO 


CG 


-53.25 


-29 


.45 


63.41 


15.00 


2 


PRO 


C 


-51.07 


-31 


.68 


62.50 


15.00 


2 


PRO 


0 


-50.74 


-31 


.50 


63.67 


15.00 


3 


ASP 


N 


-50.31 


-32 


.35 


61.64 


15.00 


3 


ASP 


CA 


-48.98 


-32. 


.84 


62.01 


15.00 


3 


ASP 


CB 


-48.55 


-33. 


.98 


61.08 


15.00 


3 


ASP 


CG 


-47.66 


-35. 


.01 


61.77 


15.00 


3 


ASP 


OD1 


-46.52 


-34. 


.66 


62.18 


15.00 


3 


ASP 


0D2 


-48.10 


-36. 


.17 


61.89 


15.00 


3 


ASP 


C 


-48.00 


-31. 


.68 


61.94 


15.00 


3 


ASP 


0 


-47.13 


-31. 


.65 


61.06 


15.00 


4 


SER 


N 


-48.12 


-30. 


.72 


62.85 


15.00 


4 


SER 


CA 


-47.23 


-29. 


56 


62.86 


15.00 


4 


SER 


CB 


-47.87 


-28. 


37 


62.15 


15.00 


4 


SER 


OG 


-49.05 


-27. 


95 


62.82 


15.00 


4 


SER 


C 


-46.76 


-29. 


14 


64.25 


15.00 


4 


SER 


0 


-47.54 


-29. 


19 


65.22 


15.00 


5 


VAL 


N 


-45.50 


-28. 


70 


64.35 


15.00 


5 


VAL 


CA 


-44.91 


-28. 


26 


65.61 


15.00 


5 


VAL 


CB 


-43.77 


-29. 


21 


66.10 


15.00 


5 


VAL 


CGI 


-43.35 


-28. 


82 


67.51 


15.00 


5 


VAL 


CG2 


-44.19 


-30. 


65 


66.04 


15.00 


5 


VAL 


C 


-44.29 


-26. 


87 


65.45 


15.00 


5 


VAL 


O 


-43.47 


-26. 


65 


64.55 


15.00 


6 


ASP 


N 


-44.64 


-25. 


95 


66.33 


15.00 
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6 


ASP CA 


-44.10 


-24.60 


66.28 


15.00 


6 


ASP CB 


-45.17 


-23.57 


65.90 


15.00 


6 


ASP CG 


-44.59 


-22.26 


65.40 


15.00 


6 


ASP OD1 


-43.41 


-21.95 


65.68 


15.00 


6 


ASP OD2 


-45.34 


-21.52 


64.73 


15.00 


6 


ASP C 


-43.52 


-24.32 


67.66 


15.00 


6 


ASP 0 


-44.20 


-23.78 


68.53 


15.00 


7 


TYR N 


-42.27 


-24.69 


67.85 


15.00 


7 


TYR CA 


-41.62 


-24.50 


69.13 


15.00 


7 


TYR CB 


-40.20 


-25.08 


69.12 


15.00 


7 


TYR CG 


-40.20 


-26.58 


69.20 


15.00 


7 


TYR CD1 


-40.68 


-27.24 


70.33 


15.00 


7 


TYR CE1 


-40.76 


-28.62 


70.38 


15.00 


7 


TYR CD2 


-39.81 


-27.36 


68.11 


15.00 


7 


TYR CE2 


-39.89 


-28.74 


68.15 


15.00 


7 


TYR CZ 


-40.37 


-29.36 


69.29 


15.00 


7 


TYR OH 


-40.51 


-30.72 


69.31 


15.00 


7 


TYR C 


-41.63 


-23.07 


69.62 


15.00 


7 


TYR 0 


-41.57 


-22.84 


70.83 


15.00 


8 


ARG N 


-41.74 


-22.11 


68.70 


15.00 


8 


ARG CA 


-41.77 


-20.68 


69.08 


15.00 


8 


ARG CB 


-41.86 


-19.77 


67.84 


15.00 


8 


ARG CG 


-40.77 


-19.98 


66.80 


15.00 


8 


ARG CD 


-41.01 


-19.12 


65.58 


15.00 


8 


ARG NE 


-42.34 


-19.33 


65.02 


15.00 


8 


ARG CZ 


-42.70 


-18.96 


63.80 


15.00 


8 


ARG NH1 


-41.83 


-18.36 


63.00 


15.00 


8 


ARG NH2 


-43.94 


-19.18 


63.38 


15.00 


8 


ARG C 


-42.94 


-20.39 


70.02 


15.00 


8 


ARG 0 


-42.79 


-19.67 


71.02 


15.00 


9 


LYS N 


-44.10 


-20.98 


69.72 


15.00 


9 


LYS CA 


-45.29 


-20.80 


70.53 


15.00 


9 


LYS CB 


-46.53 


-21.26 


69.78 


15.00 


9 


LYS CG 


-46.84 


-20.43 


68.56 


15.00 


9 


LYS CD 


-48.15 


-20.86 


67.92 


15.00 


9 


LYS CE 


-48.39 


-20.11 


66.62 


15.00 


9 


LYS NZ 


-49.58 


-20.62 


65.88 


15.00 


9 


LYS C 


-45.18 


-21.53 


71.85 


15.00 


9 


LYS 0 


-45.95 


-21.29 


72.77 


15.00 


10 


LYS N 


-44.18 


-22.40 


71.95 


15.00 


10 


LYS CA 


-43.99 


-23.17 


73.16 


15.00 


10 


LYS CB 


-43.71 


-24.63 


72.80 


15.00 
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10 LYS CG 


-44.67 


10 LYS CD 


-44.34 


10 LYS CE 


-44.42 


10 LYS N2 


-45.74 


10 LYS C 


-42.92 


10 LYS 0 


-42.70 


11 GLY N 


-42.24 


11 GLY CA 


-41.21 


11 GLY C 


-39.83 


11 GLY 0 


-38.92 


12 TYR N 


-39.68 


12 TYR CA 


-38.41 


12 TYR CB 


-38.63 


12 TYR CG 


-39.27 


12 TYR CD1 


-40.37 


12 TYR CE1 


-40.97 


12 TYR CD2 


-38.78 


12 TYR CE2 


-39.37 


12 TYR CZ 


-40.45 


12 TYR OH 


-41.02 


12 TYR C 


-37.36 


12 TYR 0 


-36.22 


13 VAL N 


-37.76 


13 VAL CA 


-36.86 


13 VAL CB 


-37.38 


13 VAL CGI 


-36.34 


13 VAL CG2 


-37.75 


13 VAL C 


-36.62 


13 VAL 0 


-37.55 


14 THR N 


-35.38 


14 THR CA 


-35.04 


14 THR CB 


-33.58 


14 THR OG1 


-32.76 


14 THR CG2 


-33.39 


14 THR C 


-35.25 


14 THR 0 


-35.59 


15 PRO N 


-35.10 


15 PRO CD 


-35.02 


15 PRO CA 


-35.29 


15 PRO CB 


-35.03 


15 PRO CG 


-35.58 


15 PRO C 


-34.27 



-25.19 71.78 15.00 

-26.64 71.49 15.00 

-27.48 72.76 15.00 

-27.26 73.43 15.00 

-22.65 74.11 15.00 

-23.25 75.15 15.00 

-21.57 73.73 15.00 

-21.00 74.58 15.00 

-21.65 74.47 15.00 

-21.31 75.21 15.00 



-22.56 


73 


.52 


15.00 


-23.26 


73 


.31 


15.00 


-24.56 


72 


.54 


15.00 


-25.70 


73 


.30 


15.00 


-25.50 


74 


.13 


15.00 


-26.57 


74 


.82 


15.00 


-27.00 


73 


.17 


15.00 


-28.07 


73 


.84 


15.00 


-27.85 


74 


.66 


15.00 


-28.91 


75 


.33 


15.00 


-22.43 


72 


.56 


15.00 


-22.86 


72 


.46 


15.00 


-21.27 


72. 


.03 


15.00 


-20.43 


71, 


.23 


15.00 


-20.33 


69. 


.78 


15.00 


-19.72 


68. 


.89 


15.00 


-21.69 


69. 


.26 


15.00 


-19.00 


71. 


.75 


15.00 


-18.32 


72. 


18 


15.00 


-18.53 


71. 


67 


15.00 


-17.18 


72. 


11 


15.00 


-17.11 


72. 


54 


15.00 


-17.76 


71. 


55 


15.00 


-17.76 


73. 


88 


15.00 


-16.15 


70. 


99 


15.00 


-16.51 


69. 


86 


15.00 


-14.85 


71. 


31 


15.00 


-14.21 


72. 


63 


15.00 


-13.83 


70. 


27 


15.00 


-12.54 


71. 


03 


15.00 


-12.84 


72. 


37 


15.00 


-14.02 


69. 


14 


15.00 
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15 


PRO 0 


-33.20 


16 


VAL N 


-34.63 


16 


VAL CA 


-33.72 


16 


VAL CB 


-34.41 


16 


VAL CGI 


-33.40 


16 


VAL CG2 


-35.52 


16 


VAL C 


-32.53 


16 


VAL O 


-32.69 


17 


LYS N 


-31.34 


17 


LYS CA 


-30.16 


17 


LYS CB 


-29.27 


17 


LYS CG 


-29.97 


17 


LYS CD 


-29.17 


17 


LYS CE 


-29.96 


17 


LYS NZ 


-31.23 


17 


LYS C 


-29.41 


17 


LYS 0 


-29.51 


18 


ASN N 


-28.68 


18 


ASN CA 


-27.89 


18 


ASN CB 


-28.01 


18 


ASN CG 


-27.30 


18 


ASN OD1 


-27.10 


18 


ASN ND2 


-26.89 


18 


ASN C 


-26.42 


18 


ASN 0 


-25.77 


19 


GLN N 


-25.89 


19 


GLN CA 


-24.50 


19 


GLN CB 


-24.24 


19 


GLN CG 


-24.32 


19 


GLN CD 


-24.07 


19 


GLN OE1 


-25.01 


19 


GLN NE2 


-22.81 


19 


GLN C 


-23.48 


19 


GLN 0 


-22.32 


20 


GLY N 


-23.90 


20 


GLY CA 


-22.99 


20 


GLY C 


-21.93 


20 


GLY 0 


-22.06 


21 


GLN N 


-20.86 


21 


GLN CA 


-19.79 


21 


GLN CB 


-19.10 


21 


GLN CG 


-20.08 



-14.57 69.36 15.00 

-13.62 67.92 15.00 

-13.74 66.79 15.00 

-13.41 65.45 15.00 

-13.43 64.31 15.00 

-14.40 65.18 15.00 

-12.82 67.01 15.00 

-11.69 67.46 15.00 

-13.30 66.69 15.00 

-12.50 66.88 15.00 

-13.11 67.95 15.00 

-13.18 69.30 15.00 

-13.95 70.33 15.00 

-14.12 71.61 15.00 

-14.87 71.36 15.00 

-12.30 65.58 15.00 

-13.11 64.66 15.00 

-11.18 65.51 15.00 

-10.84 64.33 15.00 

-9.37 63.99 15.00 

-9.03 62.72 15.00 

-9.90 61.88 15.00 

-7.78 62.57 15.00 

-11.21 64.52 15.00 

-10.70 65.43 15.00 

-12.04 63.63 15.00 

-12.46 63.73 15.00 

-13.75 62.96 15.00 

-13.63 61.47 15.00 

-14.96 60.80 15.00 

-15.66 60.43 15.00 

-15.32 60.65 15.00 

-11.40 63.36 15.00 

-11.48 63.76 15.00 

-10.40 62.59 15.00 

-9.33 62.22 15.00 

-9.72 61.22 15.00 

-10.71 60.52 15.00 

-8.94 61.15 15.00 

-9.22 60.22 15.00 

-7.92 59.77 15.00 

-6.82 59.31 15.00 



WO 97/16177 



TABLE DC 



PCT/US96/17512 



21 GLN 
21 GLN 
21 GLN 
21 GLN 

21 GLN 

22 CYS 
22 CYS 
22 CYS 
22 CYS 
22 CYS 

22 CYS 

23 GLY 
23 GLY 
23 GLY 

23 GLY 

24 SER 
24 SER 
24 SER 
24 SER 
24 SER 

24 SER 

25 CYS 
25 CYS 
25 CYS 
25 CYS 
25 CYS 
25 CYS 
25 INH 
25 INH 
25 INH 
25 INH 
25 INH 
25 INH 
25 INH 
25 INH 
25 INH 
25 INH 
25 INH 
25 INH 
25 INH 
25 INH 
25 INH 



CD 
OE1 
NE2 
C 
0 
N 
CA 
C 
0 

CB 
SG 
N 
CA 
C 
O 
N 
CA 
CB 
OG 
C 
O 
N 
CA 
CB 
SG 
C 
O 
CI 
C2 
C3 
C4 
C5 
C6 
C7 
08 
C9 
010 
Cll 
C12 
C13 
C14 
C15 



-21.21 

-20.98 

-22.44 

-18.81 

-17.67 

-19.29 

-18.53 

-19.20 

-20.43 

-18.48 

-18.13 

-18.42 

-19.01 

-19.33 

-18.80 

-20.21 

-20.58 

-20.34 

-21.04 

-22.00 

-22.68 

-22.46 

-23.80 

-24.25 

-23.19 

-23.89 

-24.95 

-26.58 

-26.25 

-25.06 

-24.20 

-24.54 

-25.72 

-22.95 

-22.93 

-23 .31 

-24.36 

-22.67 

-22.36 

-23.44 

-24.11 

-24.46 



-7.35 
-7.83 
-7.28 
-10.21 
-9.87 
-11.45 
-12.54 
-13.84 
-13.93 
-12.40 
-13.92 
-14.83 
-16.09 
-17.04 
-18.16 
-16.60 
-17.40 
-16.63 
-15.40 
-17.93 
-18.02 
-18.32 
-18.84 
-18.85 
-19.72 
-20.22 
-20.62 
-9.77 
-10.40 
-11.13 
-11.22 
-10.58 
-9.86 
-12.04 
-12.74 
-14.09 
-14.56 
-16.23 
-16.56 
-17.20 
-18.35 
-16.19 



58.42 

57.31 

58.92 

60.83 

61.14 

61.00 

61.60 

61.19 

61.23 

63.13 

64.07 

60.76 

60.33 

61.47 

61.54 

62.36 

63.52 

64.80 

64.76 

63.45 

64.46 

62.28 

62.17 

60.71 

59.59 

62.84 

63.34 

58.47 

57.28 

57.18 

58.27 

59.46 

59.56 

58.18 

56.96 

56.78 

57.24 

55.81 

54.34 

53.45 

54.17 

52.94 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



WO 97/16177 



TABLE K 



PCT/US96/17S12 



25 INH CI 6 
25 INH 017 
25 INH N18 
25 INH C19 
25 INH N20 
25 INH C21 
25 INH C22 
25 INH 023 
25 INH C24 
25 INH C25 
25 INH C26 
25 INH C27 
25 INH C28 
25 INH C29 
25 INH C30 
25 INH 031 
25 INH N32 
25 INH C33 

25 INH N34 

26 TRP N 
26 TRP CA 
26 TRP CB 
26 TRP CG 
26 TRP CD2 
26 TRP CE2 
26 TRP CE3 
26 TRP CD1 
26 TRP NE1 
26 TRP CZ2 
26 TRP CZ3 
26 TRP CH2 
26 TRP C 

26 TRP O 

27 ALA N 
27 ALA CA 
27 ALA CB 
27 ALA C 

27 ALA O 

28 PHE N 
28 PHE CA 
28 PHE CB 
28 PHE CG 



-21.76 

-20.87 

-21.99 

-21.15 

-22.45 

-20.81 

-21.63 

-21.62 

-17.90 

-20.20 

-21.15 

-21.28 

-19.93 

-22.00 

-20.37 

-20.24 

-20.66 

-20.82 

-18.81 

-22.76 

-22.67 

-21.35 

-20.14 

-19.45 

-18.44 

-19.61 

-19.51 

-18.50 

-17.59 

-18.76 

-17.76 

-22.83 

-23.50 

-22.22 

-22.28 

-21.34 

-23.71 

-24.15 

-24.44 

-25.83 

-26.28 

-25.77 



-17.01 

-16.42 

-18.32 

-18.98 

-14.81 

-20.41 

-18.99 

-17.88 

-23.12 

-23.31 

-24.49 

-25.45 

-25.80 

-26.71 

-22.34 

-22.76 

-21.04 

-20.11 

-23.74 

-20.93 

-22.24 

-22.95 

-22.22 

-22.41 

-21.43 

-23.30 

-21.18 

-20.70 

-21.32 

-23.19 

-22.21 

-22.09 

-22.90 

-21.05 

-20.76 

-19.64 

-20.40 

-20.67 

-19.79 

-19.42 

-18.29 

-16.95 



56.78 

57.43 

56.91 

57.84 

56.08 

57.54 

59.30 

59.81 

57.09 

57.89 

58.06 

56.87 

56.26 

57.30 

59.06 

60.20 

58.80 

59.89 

57.85 

62.89 

63.53 

63.19 

63.67 

64.92 

65.00 

65.99 

63.05 

63.84 

66.10 

67.08 

67.13 

65.05 

65.69 

65.60 

67.03 

67.37 

67.41 

68.53 

66.48 

66.72 

65.81 

66.24 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



WO 97/16177 



TABLE K 



PCT/US96/17512 



28 


PHE 


CD1 


-24.53 


28 


PHE 


CD2 


-26.52 


28 


PHE 


CE1 


-24.03 


28 


PHE 


CE2 


-26.02 


28 


PHE 


CZ 


-24.78 


28 


PHE 


C 


-26.76 


28 


PHE 


0 


-27.71 


29 


SER N 


-26.51 


29 


SER 


CA 


-27.33 


29 


SER 


CB 


-26.88 


29 


SER 


OG 


-27.59 


29 


SER 


C 


-27.22 


29 


SER 


0 


-28.20 


30 


SER 


N 


-26.01 


30 


SER 


CA 


-25.70 


30 


SER 


CB 


-24.19 


30 


SER 


OG 


-23.53 


30 


SER 


C 


-26.34 


30 


SER 


0 


-26.97 


31 


VAL 


N 


-26.15 


31 


VAL 


CA 


-26.71 


31 


VAL 


CB 


-26.23 


31 


VAL 


CGI 


-27.15 


31 


VAL 


CG2 


-24.83 


31 


VAL 


C 


-28.23 


31 


VAL 


0 


-28.86 


32 


GLY 


N 


-28.82 


32 


GLY 


CA 


-30.26 


32 


GLY 


C 


-30.78 


32 


GLY 


0 


-31.86 


33 


ALA 


N 


-30.07 


33 


ALA 


CA 


-30.50 


33 


ALA 


CB 


-29.65 


33 


ALA 


C 


-30.37 


33 


ALA 


0 


-31.29 


34 


LEU 


N 


-29.24 


34 


LEU 


CA 


-28.96 


34 


LEU 


CB 


-27.57 


34 


LEU 


CG 


-26.28 


34 


LEU 


CD1 


-25.11 


34 


LEU 


CD2 


-26.17 


34 


LEU 


C 


-30.00 



-16.50 65.83 15.00 

-16.16 67.11 15.00 

-15.31 66.28 15.00 

-14.96 67.56 15.00 

-14.53 67.15 15.00 

-20.62 66.63 15.00 

-20.74 67.40 15.00 

-21.50 65.67 15.00 

-22.69 65.53 15.00 

-23.54 64.35 15.00 

-24.76 64.31 15.00 

-23.49 66.82 15.00 

-23.61 67.54 15.00 

-23.95 67.12 15.00 

-24.75 68.32 15.00 

-24.86 68.50 15.00 

-25.04 67.27 15.00 

-24.24 69.61 15.00 

-25.00 70.37 15.00 

-22.96 69.88 15.00 

-22.32 71.06 15.00 

-20.85 71.13 15.00 

-20.01 71.98 15.00 

-20.81 71.69 15.00 

-22.44 71.03 15.00 

-22.74 72.04 15.00 

-22.26 69.85 15.00 

-22.36 69.72 15.00 

-23.75 70.03 15.00 

-23.89 70.62 15.00 

-24.78 69.61 15.00 

-26.14 69.90 15.00 

-27.14 69.16 15.00 

-26.36 71.40 15.00 

-26.85 72.05 15.00 

-25.92 71.96 15.00 

-26.04 73.40 15.00 

-25.50 73.75 15.00 

-26.23 73.40 15.00 

-25.32 73.73 15.00 

-27.53 74.19 15.00 

-25.35 74.28 15.00 



WO 97/16177 



TABLE DC 



PCT/US96/17512 



34 LEU 0 


-30.28 


-25.81 


35 GLU N 


-30.49 


-24.21 


35 GLU CA 


-31.50 


-23.44 


35 GLU CB 


-31.65 


-22.02 


35 GLU CG 


-30.41 


-21.16 


35 GLU CD 


-30.48 


-19.98 


35 GLU OE1 


-31.23 


-20.04 


35 GLU OE2 


-29.79 


-18.98 


35 GLU C 


-32.84 


-24.14 


35 GLU 0 


-33.60 


-24.12 


36 GLY N 


-33.13 


-24.71 


36 GLY CA 


-34.38 


-25.43 


36 GLY C 


-34.45 


-26.58 


36 GLY 0 


-35.47 


-26.75 


37 GLN N 


-33.35 


-27.32 


37 GLN CA 


-33.25 


-28.43 


37 GLN CB 


-32.05 


-29.31 


37 GLN CG 


-32.27 


-30.21 


37 GLN CD 


-33.50 


-31.08 


37 GLN OE1 


-33.74 


-31.63 


37 GLN NE2 


-34.28 


-31.20 


37 GLN C 


-33.22 


-27.96 


37 GLN 0 


-33.78 


-28.61 


38 LEU N 


-32.60 


-26.81 


38 LEU CA 


-32.52 


-26.23 


38 LEU CB 


-31.72 


-24.94 


38 LEU CG 


-31.57 


-24.25 


38 LEU CD1 


-30.61 


-25.04 


38 LEU CD2 


-31.08 


-22.82 


38 LEU C 


-33.94 


-26.00 


38 LEU 0 


-34.27 


-26.33 


39 LYS N 


-34.78 


-25.42 


39 LYS CA 


-36.17 


-25.16 


39 LYS CB 


-36.85 


-24.36 


39 LYS CG 


-38.38 


-24.43 


39 LYS CD 


-39.03 


-23.68 


39 LYS CE 


-40.52 


-23.93 


39 LYS NZ 


-41.17 


-23.27 


39 LYS C 


-36.89 


-26.48 


39 LYS 0 


-37.73 


-26.59 


40 LYS N 


-36.56 


-27.49 


40 LYS CA 


-37.20 


-28.78 



75.38 

73.82 

74.55 

74.01 

74.08 

73.14 

72.14 

73.39 

74.47 

75.44 

73.31 

73.12 

74.11 

74.79 

74.22 

75.15 

74.83 

73.64 

73.81 

74.88 

72.75 

76.60 

77.48 

76.84 

78.19 

78.20 

79.55 

80.42 

79.38 

78.70 

79.83 

77.86 

78.19 

77.08 

77.06 

78.21 

78.24 

79.40 

78.42 

79.30 

77.63 

77.78 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



WO 97/16177 



TABLE DC 



PCT/US96/17512 



40 LYS CB 


-36.83 


40 LYS CG 


-37.74 


40 LYS CD 


-37.39 


40 LYS CE 


-38.47 


40 LYS NZ 


-38.17 


40 LYS C 


-36.89 


40 LYS 0 


-37.79 


41 LYS N 


-35.62 


41 LYS CA 


-35.17 


41 LYS CB 


-33.65 


41 LYS CG 


-33.08 


41 LYS CD 


-33.91 


41 LYS CE 


-33.34 


41 LYS NZ 


-34.29 


41 LYS C 


-35.59 


41 LYS O 


-36.42 


42 TOR N 


-35.01 


42 TOR CA 


-35.26 


42 TOR CB 


-34.10 


42 TOR OG1 


-34.11 


42 TOR CG2 


-32.77 


42 TOR C 


-36.58 


42 TOR 0 


-36.92 


43 GLY N 


-37.30 


43 GLY CA 


-38.56 


43 GLY C 


-38.44 


43 GLY 0 


-39.45 


44 LYS N 


-37.22 


44 LYS CA 


-36.96 


44 LYS CB 


-36.42 


44 LYS CG 


-37.47 


44 LYS CD 


-36.85 


44 LYS CE 


-36.08 


44 LYS NZ 


-37.00 


44 LYS C 


-35.99 


44 LYS O 


-35.12 


45 LEU N 


-36.16 


45 LEU CA 


-35.31 


45 LEU CB 


-36.19 


45 LEU CG 


-35.60 


45 LEU CD1 


-35.30 


45 LEU CD2 


-36.62 



-29.73 76.64 15.00 

-30.93 76.59 15.00 

-31.91 75.51 15.00 

-32.98 75.42 15.00 

-34.02 74.40 15.00 

-29.42 79.13 15.00 

-29.93 79.80 15.00 

-29.36 79.53 15.00 

-29.95 80.79 15.00 

-30.16 80.81 15.00 

-30.87 79.59 15.00 

-32.09 79.21 15.00 

-32.77 77.99 15.00 

-33.81 77.44 15.00 

-29.16 82.02 15.00 

-29.61 82.81 15.00 

-27.98 82.17 15.00 

-27.11 83.32 15.00 

-26.13 83.49 15.00 

-25.20 82.40 15.00 

-26.87 83.51 15.00 

-26.34 83.35 15.00 

-25.75 84.37 15.00 

-26.30 82.24 15.00 

-25.58 82.19 15.00 

-24.08 82.03 15.00 

-23.39 81.86 15.00 

-23.56 82.10 15.00 

-22.13 81.97 15.00 

-21.56 83.28 15.00 

-21.47 84.38 15.00 

-21.18 85.72 15.00 

-22.36 86.23 15.00 

-23.52 86.37 15.00 

-21.90 80.82 15.00 

-22.73 80.57 15.00 

-20.79 80.10 15.00 

-20.46 78.95 15.00 

-20.14 77.73 15.00 

-19.92 76.34 15.00 

-21.23 75.64 15.00 

-19.13 75.55 15.00 



mi 
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TABLE K 
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45 


LEU 


C 


-34.32 


-19.32 


79.23 


15 


.00 


45 


LEU 


O 


-34.65 


-18.34 


79.89 


15 


.00 


46 


LEU 


N 


-33.11 


-19.46 


78.68 


15 


.00 


46 


LEU 


CA 


-32.02 


-18.47 


78.83 


15 


.00 


46 


LEU 


CB 


-30.97 


-18.94 


79.82 


15 


.00 


46 


LEU 


CG 


-30.95 


-18.53 


81.29 


15 


.00 


46 


LEU 


CD1 


-29.80 


-19.23 


81.98 


15 


.00 


46 


LEU 


CD2 


-30.80 


-17.02 


81.38 


15 


.00 


46 


LEU 


C 


-31.33 


-18.24 


77.48 


15 


.00 


46 


LEU 


O 


-31.36 


-19.10 


76.62 


15 


.00 


47 


ASN 


N 


-30.68 


-17.09 


77.32 


15 


.00 


47 


ASN 


CA 


-29.95 


-16.81 


76.10 


15 


.00 


47 


ASN 


CB 


-29.88 


-15.32 


75.78 


15 


.00 


47 


ASN 


CG 


-31.23 


-14.72 


75.46 


15 


.00 


47 


ASN 


OD1 


-31.79 


-13.96 


76.25 


15. 


.00 


47 


ASN ND2 


-31.74 


-15.03 


74.28 


15. 


.00 


47 


ASN 


C 


-28.56 


-17.33 


76.35 


15. 


.00 


47 


ASN 


0 


-27.87 


-16.81 


77.23 


15. 


.00 


48 


LEU 


N 


-28.16 


-18.41 


75.67 


15. 


.00 


48 


LEU 


CA 


-26.81 


-18.95 


75.85 


15. 


.00 


48 


LEU 


CB 


-26.75 


-20.44 


75.51 


15. 


.00 


48 


LEU 


CG 


-27.61 


-21.41 


76.33 


15. 


00 


48 


LEU 


CD1 


-27.10 


-22.82 


76.11 


15. 


00 


48 


LEU 


CD2 


-27.55 


-21.06 


77.80 


15. 


00 


48 


LEU 


C 


-25.82 


-18.14 


75.02 


15. 


00 


48 


LEU 


O 


-26.22 


-17.32 


74.19 


15. 


00 


49 


SER 


N 


-24.53 


-18.38 


75.23 


15. 


00 


49 


SER 


CA 


-23.48 


-17.62 


74.55 


15. 


00 


49 


SER 


CB 


-22.43 


-17.16 


75.56 


15. 


00 


49 


SER 


OG 


-21.36 


-16.51 


74.91 


15. 


00 


49 


SER 


C 


-22.77 


-18.19 


73.33 


15. 


00 


49 


SER 


O 


-21.87 


-19.03 


73.46 


15. 


00 


50 


PRO 


N 


-23.11 


-17.69 


72.12 


15. 


00 


50 


PRO 


CD 


-24.26 


-16.83 


71.79 


15. 


00 


50 


PRO 


CA 


-22.46 


-18.17 


70.90 


15. 


00 


50 


PRO 


CB 


-23.32 


-17.56 


69.80 


15. 


00 


50 


PRO 


CG 


-23.89 


-16.34 


70.43 


15. 


00 


50 


PRO 


C 


-21.01 


-17.66 


70.85 


15. 


00 


50 


PRO 


O 


-20.16 


-18.22 


70.16 


15. 


00 


51 


GLN 


N 


-20.74 


-16.59 


71.61 


15. 


00 


51 


GLN 


CA 


-19.41 


-15.98 


71.71 


15. 


00 


51 


GLN 


CB 


-19.50 


-14.57 


72.29 


15. 


00 



WO 97/16177 



TABLE DC 



PCT/US96/I7512 



51 GLN CG 
51 GLN CD 
51 GLN OE1 
51 GLN NE2 
51 GLN C 

51 GLN O 

52 ASN N 
52 ASN CA 
52 ASN CB 
52 ASN CG 
52 ASN OD1 
52 ASN ND2 
52 ASN C 

52 ASN 0 

53 LEU N 
53 LEU CA 
53 LEU CB 
53 LEU CG 
53 LEU CD1 
53 LEU CD2 
53 LEU C 

53 LEU O 

54 VAL N 
54 VAL CA 
54 VAL CB 
54 VAL CGI 
54 VAL CG2 
54 VAL C 

54 VAL O 

55 ASP N 
55 ASP CA 
55 ASP CB 
55 ASP CG 
55 ASP OD1 
55 ASP OD2 
55 ASP C 

55 ASP O 

56 CYS N 
56 CYS CA 
56 CYS C 
56 CYS O 
56 CYS CB 



-18.18 

-17.66 

-18.33 

-16.45 

-18.50 

-17.27 

-19.11 

-18.38 

-19.35 

-18.67 

-18.91 

-17.88 

-17.74 

-16.55 

-18.55 

-18.11 

-19.32 

-20.38 

-21.65 

-19.83 

-17.06 

-15.94 

-17.43 

-16.55 

-17.06 

-16.12 

-18.46 

-15.12 

-14.16 

-15.00 

-13.71 

-13.82 

-14.16 

-13.98 

-14.62 

-13.05 

-11.98 

-13.74 

-13.21 

-13.19 

-12.40 

-13.84 



-13.80 

-13.43 

-12.73 

-13.88 

-16.86 

-16.82 

-17.64 

-18.58 

-19.26 

-20.14 

-19.99 

-21.11 

-19.57 

-19.90 

-20.00 

-20.96 

-21.52 

-22.09 

-22.44 

-23.30 

-20.37 

-20.89 

-19.27 

-18.58 

-17.14 

-16.40 

-17.18 

-18.49 

-18.68 

-18.21 

-18.08 

-17.19 

-15.76 

-15.35 

-15.03 

-19.41 

-19.76 

-20.18 

-21.42 

-22.70 

-23.59 

-21.68 



72.34 

70.96 

70.19 

70.65 

72.56 

72.42 

73.44 

74.30 

75.26 

76.30 

77.51 

75.85 

73.32 

73.41 

72.36 

71.35 

70.61 

71.55 

70.79 

72.25 

70.39 

70.28 

69.73 

68.78 

68.52 

67.60 

67.91 

69.29 

68.55 

70.58 

71.23 

72.49 

72.16 

71.00 

73.06 

71.60 

71.08 

72.43 

72.96 

72.14 

72.45 

74.32 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



WO 97/16177 TABLE DC PCT/US96/17512 

56 CYS SG -14.09 -20.14 75.26 15.00 

57 VAL N -14.06 -22.83 71.15 15.00 
57 VAL CA -14.11 -24.04 70.33 15.00 
57 VAL CB -15.47 -24.21 69.61 15.00 
57 VAL CGI -15.58 -25.61 69.01 15.00 
57 VAL CG2 -16.61 -23.97 70.58 15.00 
57 VAL C -12.98 -24.06 69.30 15.00 

57 VAL O -13.18 -23.78 68.12 15.00 

58 SER N -11.80 -24.45 69.76 15.00 
58 SER CA -10.60 -24.55 68.94 15.00 
58 SER CB -9.45 -25.07 69.79 15.00 
58 SER OG -9.53 -24.53 71.10 15.00 
58 SER C -10.73 -25.37 67.67 15.00 

58 SER 0 -9.99 -25.17 66.72 15.00 

59 GLU N -11.61 -26.36 67.70 15.00 
59 GLU CA -11.83 -27.23 66.55 15.00 
59 GLU CB -12.73 -28.41 66.92 15.00 
59 GLU CG -12.20 -29.30 68.03 15.00 
59 GLU CD -12.38 -28.71 69.41 15.00 
59 GLU OE1 -13.54 -28.51 69.82 15.00 
59 GLU OE2 -11.37 -28.43 70.06 15.00 
59 GLU C -12.41 -26.48 65.37 15.00 

59 GLU O -12.37 -26.95 64.23 15.00 

60 ASN N -13.03 -25.34 65.65 15.00 
60 ASN CA -13.65 -24.52 64.62 15.00 
60 ASN CB -15.10 -24.18 64.99 15.00 
60 ASN CG -16.04 -25.37 64.87 15.00 
60 ASN OD1 -17.24 -25.24 65.03 15.00 
60 ASN ND2 -15.49 -26.53 64.55 15.00 
60 ASN C ' -12.83 -23.26 64.38 15.00 

60 ASN O -11.82 -23.03 65.05 15.00 

61 ASP N -13.28 -22.43 63.44 15.00 
61 ASP CA -12.56 -21.22 63.09 15.00 
61 ASP CB -12.53 -21.05 61.57 15.00 
61 ASP CG -11.12 -20.82 61.03 15.00 
61 ASP OD1 -10.18 -20.65 61.83 15.00 
61 ASP OD2 -10.96 -20.82 59.79 15.00 
61 ASP C -13.09 -19.95 63.76 15.00 

61 ASP O -12.67 -18.85 63.43 15.00 

62 GLY N -14.00 -20.09 64.72 15.00 
62 GLY CA -14.55 -18.91 65.36 15.00 
62 GLY C -15.40 -18.19 64.33 15.00 



WO 97/16177 
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62 


GLY 


0 


-16.39 


-18.75 


63.85 


15.00 


63 


CYS 


N 


-14.98 


-16.99 


63.94 


15.00 


63 


CYS 


CA 


-15.70 


-16.19 


62.94 


15.00 


63 


CYS 


C 


-15.40 


-16.66 


61.53 


15.00 


63 


CYS 


0 


-15.88 


-16.07 


60.57 


15.00 


63 


CYS 


CB 


-15.39 


-14.70 


63.02 


15.00 


63 


CYS 


SG 


-16.14 


-13.86 


64.44 


15.00 


64 


GLY 


N 


-14.57 


-17.68 


61.40 


15.00 


64 


GLY 


CA 


-14.26 


-18.20 


60.08 


15.00 


64 


GLY 


C 


-15.21 


-19.31 


59.69 


15.00 


64 


GLY 


0 


-15.23 


-19.74 


58.53 


15.00 


65 


GLY 


N 


-15.99 


-19.80 


60.65 


15.00 


65 


GLY 


CA 


-16.93 


-20.87 


60.37 


15.00 


65 


GLY 


C 


-16.62 


-22.14 


61.14 


15.00 


65 


GLY 


0 


-15.48 


-22.38 


61.54 


15.00 


66 


GLY 


N 


-17.64 


-22.95 


61.35 


15.00 


66 


GLY 


CA 


-17.45 


-24.19 


62.08 


15.00 


66 


GLY 


C 


-18.56 


-25.20 


61.92 


15.00 


66 


GLY 


0 


-19.38 


-25.12 


61.00 


15.00 


67 


TYR N 


-18.56 


-26.18 


62.81 


15.00 


67 


TYR 


CA 


-19.55 


-27.25 


62.80 


15.00 


67 


TYR 


CB 


-18.89 


-28.59 


62.62 


15.00 


67 


TYR 


CG 


-18.09 


-28.77 


61.37 


15.00 


67 


TYR 


CD1 


-18.68 


-28.65 


60.11 


15.00 


67 


TYR 


CE1 


-17.97 


-28.95 


58.95 


15.00 


67 


TYR 


CD2 


-16.77 


-29.18 


61.44 


15.00 


67 


TYR 


CE2 


-16.05 


-29.48 


60.30 


15.00 


67 


TYR 


CZ 


-16.65 


-29.37 


59.06 


15.00 


67 


TYR 


OH 


-15.93 


-29.71 


57.94 


15.00 


67 


TYR 


C 


-20.31 


-27.25 


64.11 


15.00 


67 


TYR 


0 


-19.73 


-26.97 


65.15 


15.00 


68 


MET 


N 


-21.60 


-27.57 


64.06 


15.00 


68 


MET 


CA 


-22.40 


-27.64 


65.27 


15.00 


68 


MET 


CB 


-23.88 


-27.79 


64.94 


15.00 


68 


MET 


CG 


-24.47 


-26.62 


64.20 


15.00 


68 


MET 


SD 


-23.93 


-26.55 


62.51 


15.00 


68 


MET 


CE 


-25.32 


-27.25 


61.69 


15.00 


68 


MET 


C 


-21.91 


-28.78 


66.17 


15.00 


68 


MET 


0 


-21.81 


-28.64 


67.39 


15.00 


69 


THR 


N 


-21.56 


-29.90 


65.54 


15.00 


69 


THR 


CA 


-21.07 


-31.07 


66.27 


15.00 


69 


THR 


CB 


-20.66 


-32.20 


65.31 


15.00 



Hit 
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69 


THR OG1 


-19.57 


69 


THR CG2 


-21.84 


69 


THR C 


-19.91 


69 


THR 0 


-19.94 


70 


ASN N 


-18.92 


70 


ASN CA 


-17.77 


70 


ASN CB 


-16.75 


70 


ASN CG 


-15.86 


70 


ASN OD1 


-15.33 


70 


ASN ND2 


-15.68 


70 


ASN C 


-18.17 


70 


ASN 0 


-17.53 


71 


ALA N 


-19.20 


71 


ALA CA 


-19.67 


71 


ALA CB 


-20.66 


71 


ALA C 


-20.33 


71 


ALA 0 


-20.26 


72 


PHE N 


-20.96 


72 


PHE CA 


-21.61 


72 


PHE CB 


-22.57 


72 


PHE CG 


-23.73 


72 


PHE CD1 


-24.28 


72 


PHE CD2 


-24.29 


72 


PHE CE1 


-25.35 


72 


PHE CE2 


-25.37 


72 


PHE CZ 


-25.91 


72 


PHE C 


-20.59 


72 


PHE 0 


-20.79 


73 


GLN N 


-19.48 


73 


GLN CA 


-18.43 


73 


GLN CB 


-17.46 


73 


GLN CG 


-16.71 


73 


GLN CD 


-16.83 


73 


GLN OE1 


-17.35 


73 


GLN NE2 


-16.37 


73 


GLN C 


-17.70 


73 


GLN 0 


-17.18 


74 


TYR N 


-17.64 


74 


TYR CA 


-16.96 


74 


TYR CB 


-16.74 


74 


TYR CG 


-16.38 


74 


TYR CD1 


-15.16 



-31.77 64.48 15.00 

-32.58 64.45 15.00 

-30.70 67.18 15.00 

-31.00 68.37 15.00 

-30.00 66.64 15.00 

-29.54 67.42 15.00 

-28.84 66.55 15.00 

-29.80 65.85 15.00 

-30.72 66.46 15.00 

-29.61 64.55 15.00 

-28.63 68.60 15.00 

-28.66 69.66 15.00 

-27.82 68.40 15.00 

-26.91 69.44 15.00 

-25.91 68.86 15.00 

-27.72 70.55 15.00 

-27.37 71.72 15.00 

-28.83 70.16 15.00 

-29.70 71.13 15.00 

-30.66 70.43 15.00 

-29.98 69.79 15.00 

-28.84 70.36 15.00 

-30.48 68.63 15.00 

-28.21 69.79 15.00 

-29.87 68.04 15.00 

-28.72 68.62 15.00 

-30.46 71.96 15.00 

-30.69 73.15 15.00 

-30.82 71.33 15.00 

-31.54 72.03 15.00 

-32.17 71.04 15.00 

-33.36 71.59 15.00 

-34.56 70.67 15.00 

-35.61 71.07 15.00 

-34.41 69.44 15.00 

-30.62 72.99 15.00 

-31.07 74.02 15.00 

-29.34 72.65 15.00 

-28.38 73.52 15.00 

-27.03 72.81 15.00 

-25.93 73.78 15.00 

-25.95 74.45 15.00 
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74 


TYR CE1 


-14.87 


74 


TYR CD2 


-17.30 


74 


TYR CE2 


-17.01 


74 


TYR CZ 


-15.79 


74 


TYR OH 


-15.47 


74 


TYR C 


-17.69 


74 


TYR 0 


-17.07 


75 


VAL N 


-19.00 


75 


VAL CA 


-19.82 


75 


VAL CB 


-21.29 


75 


VAL CGI 


-22.13 


75 


VAL CG2 


-21.34 


75 


VAL C 


-19.73 


75 


VAL 0 


-19.82 


76 


GLN N 


-19.47 


76 


GLN CA 


-19.33 


76 


GLN CB 


-19.57 


76 


GLN CG 


-19.54 


76 


GLN CD 


-19.67 


76 


GLN OE1 


-20.73 


76 


GLN NE2 


-18.60 


76 


GLN C 


-17.96 


76 


GLN 0 


-17.91 


77 


LYS N 


-16.87 


77 


LYS CA 


-15.53 


77 


LYS CB 


-14.43 


77 


LYS CG 


-14.07 


77 


LYS CD 


-12.80 


77 


LYS CE 


-13.01 


77 


LYS NZ 


-14.16 


77 


LYS C 


-15.26 


77 


LYS 0 


-14.45 


78 


ASN N 


-15.89 


78 


ASN CA 


-15.73 


78 


ASN CB 


-16.05 


78 


ASN CG 


-15.64 


78 


ASN OD1 


-14.49 


78 


ASN ND2 


-16.57 


78 


ASN C 


-16.64 


78 


ASN 0 


-16.46 


79 


ARG N 


-17.63 


79 


ARG CA 


-18.61 



-25.02 75.40 15.00 

-24.94 74.11 15.00 

-24.00 75.07 15.00 

-24.05 75.71 15.00 

-23.11 76.67 15.00 

-28.17 74.84 15.00 

-28.14 75.89 15.00 

-27.98 74.77 15.00 

-27.78 75.97 15.00 

-27.47 75.58 15.00 

-27.23 76.82 15.00 

-26.25 74.67 15.00 

-29.01 76.87 15.00 

-28.91 78.10 15.00 

-30.16 76.26 15.00 

-31.42 76.97 15.00 

-32.58 76.01 15.00 

-33.95 76.62 15.00 

-35.03 75.58 15.00 

-35.62 75.41 15.00 

-35.28 74.86 15.00 

-31.55 77.68 15.00 

-31.76 78.89 15.00 

-31.41 76.94 15.00 

-31.51 77.53 15.00 

-31.56 76.46 15.00 

-30.18 75.87 15.00 

-30.21 75.01 15.00 

-30.90 73.67 15.00 

-30.32 72.90 15.00 

-30.36 78.49 15.00 

-30.49 79.41 15.00 

-29.22 78.22 15.00 

-28.04 79.05 15.00 

-26.77 78.27 15.00 

-25.51 79.00 15.00 

-25.35 79.40 15.00 

-24.59 79.14 15.00 

-28.15 80.26 15.00 

-27.45 81.25 15.00 

-29.04 80.16 15.00 

-29.26 81.22 15.00 



Hit 
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79 


ARG 


CB 


79 


ARG 


CG 


79 


ARG 


CD 


79 


ARG 


NE 


79 


ARG 


CZ 


79 


ARG 


NH1 


79 


ARG 


NH2 


79 


ARG 


c 


79 


ARG 


o 


80 


GLY 


N 


80 


GLY 


CA 


80 


GLY 


c 


80 


GLY 


0 


81 


ILE 


N 


81 


ILE 


CA 


81 


ILE 


CB 


81 


ILE 


CG2 


81 


ILE 


CGI 


81 


ILE 


CD1 


81 


ILE 


c 


81 


ILE 


0 


82 


ASP 


N 


82 


ASP 


CA 


82 


ASP 


CB 


82 


ASP 


CG 


82 


ASP 


OD1 


82 


ASP 


OD2 


82 


ASP 


c 


82 


ASP 


0 


83 


SER 


N 


83 


SER 


CA 


83 


SER 


CB 


83 


SER 


OG 


83 


SER 


c 


83 


SER 


o 


84 


GLU 


N 


84 






84 


GLU 


CB 


84 


GLU 


CG 


84 


GLU 


CD 


84 


GLU 


OE1 


84 


GLU 


OE2 



-17.95 -29.71 

-17.19 -31.05 

-18.12 -32.28 

-18.94 -32.34 

-20.14 -32.92 

-20.69 -33.51 

-20.82 -32.88 

-19.47 -28.02 

-19.86 -27.74 

-19.75 -27.27 

-20.58 -26.08 

-20.38 -24.97 

-19.36 -24.93 

-21.37 -24.08 

-21.35 -22.92 

-22.14 -23.20 

-23.59 -23.57 

-22.11 -21.97 

-22.75 -22.19 

-22.00 -21.76 

-22.86 -21.98 

-21.56 -20.54 

-22.09 -19.34 

-21.08 -18.20 

-19.89 -18.44 

-18.82 -17.87 

-20.03 -19.18 

-23.40 -18.85 

-23.89 -19.36 

-23.96 -17.84 

-25.19 -17.20 

-26.03 -16.83 

-25.19 -16.35 

-24.76 -15.96 

-23.59 -15.58 

-25.68 -15.29 

-25.29 -14.13 

-26.39 -13.59 

-25.83 -12.69 

-24.85 -13.42 

-25.26 -13.79 

-23.68 -13.64 



82.54 15.00 
82.52 15.00 

82.55 15.00 
83.76 15.00 
83.84 15.00 
82.78 15.00 
84.99 15.00 
81.44 15.00 
82.57 15.00 
80.38 15.00 
80.52 15.00 

79.49 15.00 
78.78 15.00 
79.41 15.00 

78.50 15.00 
77.17 15.00 

77.46 15.00 
76.25 15.00 
74.90 15.00 
79.25 15.00 
80.11 15.00 
78.96 15.00 
79.61 15.00 
79.59 15.00 

80.48 15.00 
80.21 15.00 

81.47 15.00 
79.02 15.00 

78.02 15.00 
79.68 15.00 
79.27 15.00 

80.49 15.00 

81.52 15.00 
78.49 15.00 

78.53 15.00 
77.81 15.00 

77.03 15.00 
76.13 15.00 
75.03 15.00 
74.11 15.00 
72.99 15.00 
74.49 15.00 
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84 


GLU 


C 


-24.73 


-13.05 


77.92 


15 


.00 


84 


GLU 


O 


-23.52 


-12.84 


77.90 


15 


.00 


85 


ASP 


N 


-25.56 


-12.36 


78.69 


15 


.00 


85 


ASP 


CA 


-25.00 


-11.32 


79.55 


15 


.00 


85 


ASP 


CB 


-26.06 


-10.32 


80.06 


15 


.00 


85 


ASP 


CG 


-25.45 


-8.93 


80.42 


15 


.00 


85 


ASP 


OD1 


-26.14 


-8.14 


81.10 


15 


.00 


85 


ASP 


OD2 


-24.30 


-8.62 


80.02 


15 


.00 


85 


ASP 


C 


-24.32 


-12.06 


80.68 


15 


.00 


85 


ASP 


0 


-24.91 


-12.29 


81.73 


15. 


.00 


86 


ALA 


N 


-23.11 


-12.51 


80.37 


15. 


.00 


86 


ALA 


CA 


-22.20 


-13.27 


81.22 


15, 


.00 


86 


ALA 


CB 


-22.80 


-14.62 


81.60 


15. 


.00 


86 


ALA 


C 


-20.96 


-13.46 


80.33 


15. 


.00 


86 


ALA 


0 


-19.83 


-13.52 


80.81 


15. 


.00 


87 


TYR 


N 


-21.21 


-13.59 


79.03 


15. 


00 


87 


TYR 


CA 


-20.18 


-13.73 


78.00 


15. 


00 


87 


TYR 


CB 


-19.74 


-15.19 


77.86 


15. 


00 


87 


TYR 


CG 


-18.39 


-15.40 


77.19 


15. 


00 


87 


TYR 


CD1 


-17.78 


-14.38 


76.45 


15. 


00 


87 


TYR CE1 


-16.54 


-14.59 


75.84 


15. 


00 


87 


TYR 


CD2 


-17.73 


-16.61 


77.31 


15. 


00 


87 


TYR 


CE2 


-16.49 


-16.82 


76.72 


15. 


00 


87 


TYR 


CZ 


-15.90 


-15.80 


75.98 


15. 


00 


87 


TYR 


OH 


-14.67 


-15.99 


75.42 


15. 


00 


87 


TYR 


C 


-20.88 


-13.21 


76.73 


15. 


00 


87 


TYR 


0 


-21.25 


-13.98 


75.86 


15. 


00 


88 


PRO 


N 


-21.07 


-11.89 


76.64 


15. 


00 


88 


PRO 


CD 


-20.61 


-10.92 


77.65 


15. 


00 


88 


PRO 


CA 


-21.72 


-11.18 


75.54 


15. 


00 


88 


PRO 


CB 


-21.69 


-9.73 


76.00 


15. 


00 


88 


PRO 


CG 


-21.61 


-9.83 


77.49 


15. 


00 


88 


PRO 


C 


-21.11 


-11.32 


74.15 


15. 


00 


88 


PRO 


0 


-19.90 


-11.51 


74.00 


15. 


00 


89 


TYR 


N 


-21.95 


-11.12 


73.14 


15. 


00 


89 


TYR 


CA 


-21.55 


-11.21 


71.74 


15. 


00 


89 


TYR 


CB 


-22.75 


-11.61 


70.87 


15. 


00 


89 


TYR 


CG 


-22.36 


-12.04 


69.48 


15. 


00 


89 


TYR 


CD1 


-21.49 


-13.11 


69.29 


15. 


00 


89 


TYR 


CE1 


-21.07 


-13.47 


68.02 


15. 


00 


89 


TYR 


CD2 


-22.82 


-11.36 


68.36 


15. 


00 


89 


TYR 


CE2 


-22.41 


-11.72 


67.10 


15. 


00 
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89 TYR CZ 


-21.53 


89 TYR OH 


-21.09 


89 TYR C 


-20.90 


89 TYR 0 


-21.59 


90 VAL N 


-19.58 


90 VAL CA 


-18.87 


90 VAL CB 


-17.41 


90 VAL CGI 


-17.35 


90 VAL CG2 


-16.59 


90 VAL C 


-18.89 


90 VAL 0 


-18.82 


91 GLY N 


-18.98 


91 GLY CA 


-19.04 


91 GLY C 


-17.71 


91 GLY 0 


-17.56 


92 GLN N 


-16.76 


92 GLN CA 


-15.43 


92 GLN CB 


-14.62 


92 GLN CG 


-14.24 


92 GLN CD 


-13.83 


92 GLN OE1 


-12.91 


92 GLN NE2 


-14.53 


92 GLN C 


-14.67 


92 GLN 0 


-14.91 


93 GLU N 


-13.72 


93 GLU CA 


-12.89 


93 GLU CB 


-11.95 


93 GLU CG 


-12.64 


93 GLU CD 


-11.68 


93 GLU OE1 


-10.56 


93 GLU OE2 


-12.03 


93 GLU C 


-12.11 


93 GLU 0 


-11.54 


94. GLU N 


-12.08 


94 GLU CA 


-11.38 


94 GLU CB 


-12.31 


94 GLU CG 


-12.77 


94 GLU CD 


-13.69 


94 GLU OE1 


-13.59 


94 GLU OE2 


-14.50 


94 GLU C 


-10.77 


94 GLU O 


-11.15 



-12.77 66.94 15.00 

-13.11 65.69 15.00 

-9.91 71.24 15.00 

-8.91 71.03 15.00 

-9.92 71.08 15.00 

-8.73 70.61 15.00 

-8.68 71.09 15.00 

-8.79 72.60 15.00 

-9.77 70.43 15.00 

-8.68 69.08 15.00 

-7.61 68.49 15.00 

-9.84 68.45 15.00 

-9.87 67.01 15.00 

-10.16 66.36 15.00 

-9.93 65.16 15.00 

-10.69 67.13 15.00 

-11.01 66.62 15.00 

-9.75 66.38 15.00 

-9.09 67.68 15.00 

-7.66 67.52 15.00 

-7.19 68.19 15.00 

-6.93 66.64 15.00 

-11.92 67.58 15.00 

-11.91 68.79 15.00 

-12.66 67.02 15.00 

-13.59 67.78 15.00 

-14.35 66.85 15.00 

-15.06 65.69 15.00 

-15.45 64.57 15.00 

-15.94 64.87 15.00 

-15.24 63.39 15.00 

-12.86 68.86 15.00 

-11.79 68.61 15.00 

-13.46 70.05 15.00 

-12.93 71.22 15.00 

-12.19 72.16 15.00 

-10.82 71.71 15.00 

-10.18 72.74 15.00 

-8.95 72.97 15.00 

-10.92 73.33 15.00 

-14.12 71.96 15.00 

-15.26 71.71 15.00 
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95 


SER 


N 


-9.87 


95 


SER 


CA 


-9.24 


95 


SER 


CB 


-8.09 


95 


SER 


OG 


-8.52 


95 


SER 


C 


-10.32 


95 


SER 


0 


-11.03 


96 


CYS 


N 


-10.42 


96 


CYS 


CA 


-11.43 


96 


CYS 


C 


-11.55 


96 


CYS 


0 


-10.69 


96 


CYS 


CB 


-11.24 


96 


CYS 


SG 


-12.40 


97 


MET 


N 


-12.60 


97 


MET 


CA 


-12.86 


97 


MET 


CB 


-13.16 


97 


MET 


CG 


-11.97 


97 


MET 


SD 


-12.05 


97 


MET 


CE 


-13.66 


97 


MET 


C 


-13.99 


97 


MET 


0 


-14.93 


98 


TYR 


N 


-13.91 


98 


TYR 


CA 


-14.96 


98 


TYR 


CB 


-14.79 


98 


TYR 


CG 


-15.85 


98 


TYR 


CD1 


-17.20 


98 


TYR 


CE1 


-18.17 


98 


TYR 


CD2 


-15.50 


98 


TYR 


CE2 


-16.48 


98 


TYR 


CZ 


-17.80 


98 


TYR 


OH 


-18.77 


98 


TYR 


C 


-15.11 


98 


TYR 


0 


-14.28 


99 


ASN 


N 


-16.21 


99 


ASN 


CA 


-16.59 


99 


ASN 


CB 


-17.52 


99 


ASM 


CG 


-17.93 


99 


ASN 


OD1 


-17.61 


99 


ASN ND2 


-18.65 


99 


ASN 


C 


-17.30 


99 


ASN 


O 


-18.50 


100 


PRO 


N 


-16.59 


100 


PRO 


CD 


-15.20 



-13.85 72.90 15.00 

-14.91 73.69 15.00 

-14.36 74.52 15.00 

-13.24 75.28 15.00 

-15.52 74.59 15.00 

-14.78 75.28 15.00 

-16.84 74.58 15.00 

-17.54 75.38 15.00 

-17.08 76.82 15.00 

-17.37 77.66 15.00 

-19.06 75.31 15.00 

-19.98 76.37 15.00 

-16.32 77.10 15.00 

-15.80 78.44 15.00 

-14.29 78.41 15.00 

-13.37 78.13 15.00 

-12.55 76.50 15.00 

-11.72 76.66 15.00 

-16.57 79.13 15.00 

-15.96 79.66 15.00 

-17.90 79.15 15.00 

-18.68 79.80 15.00 

-20.17 79.54 15.00 

-21.01 80.24 15.00 

-20.84 79.95 15.00 

-21.59 80.59 15.00 

-21.96 81.19 15.00 

-22.73 81.83 15.00 

-22.53 81.53 15.00 

-23.27 82.16 15.00 

-18.42 81.29 15.00 

-18.80 82.11 15.00 

-17.74 81.62 15.00 

-17.38 82.98 15.00 

-16.16 82.93 15.00 

-15.66 84.29 15.00 

-16.27 85.32 15.00 

-14.53 84.32 15.00 

-18.62 83.57 15.00 

-18.81 83.35 15.00 

-19.46 84.35 15.00 

-19.31 84.81 15.00 
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100 PRO CA 
100 PRO CB 
100 PRO CG 
100 PRO C 

100 PRO O 

101 THR N 
101 THR CA 
101 THR CB 
101 THR OG1 
101 THR CG2 
101 THR C 

101 THR O 

102 GLY N 
102 GLY CA 
102 GLY C 

102 GLY O 

103 LYS N 
103 LYS CA 
103 LYS CB 
103 LYS CG 
103 LYS CD 
103 LYS CE 
103 LYS NZ 
103 LYS C 

103 LYS O 

104 ALA N 
104 ALA CA 
104 ALA CB 
104 ALA C 

104 ALA O 

105 ALA N 
105 ALA CA 
105 ALA CB 
105 ALA C 

105 ALA O 

106 LYS N 
106 LYS CA 
106 LYS CB 
106 LYS CG 
106 LYS CD 
106 LYS CE 
106 LYS NZ 



-17.20 

-16.06 

-14.82 

-18.40 

-19.33 

-18.37 

-19.44 

-19.06 

-17.64 

-19.46 

-20.74 

-21.82 

-20.64 

-21.85 

-22.38 

-23.27 

-21.85 

-22.32 

-21.62 

-22.20 

-21.67 

-22.02 

-23.49 

-23.83 

-24.37 

-24.51 

-25.96 

-26.57 

-26.55 

-27.76 

-25.70 

-26.17 

-26.66 

-25.10 

-23.91 

-25.53 

-24.65 

-24.77 

-24.05 

-22.56 

-22.28 

-22.56 



-20.67 

-21.26 

-20.73 

-20.36 

-21.16 

-19.19 

-18.75 

-17.44 

-17.23 

-17.51 

-18.53 

-18.83 

-18.01 

-17.75 

-18.91 

-18.70 

-20.12 

-21.28 

-22.56 

-23.22 

-24.63 

-25.45 

-25.45 

-21.40 

-21.25 

-21.65 

-21.74 

-20.48 

-22.97 

-23.22 

-23.76 

-24.96 

-24.65 

-26.02 

-25.72 

-27.26 

-28.41 

-29.23 

-28.65 

-28.96 

-30.46 

-31.21 



84.94 

85.77 

85.09 

85.82 

85.93 

86.44 

87.32 

88.03 

87.93 

89.50 

86.56 

87.07 

85.35 

84.58 

83.77 

82.94 

83.98 

83.21 

83.63 

84.86 

85.01 

83.79 

83.60 

83.35 

84.45 

82.24 

82.28 

81.67 

81.62 

81.72 

80.97 

80.31 

78.91 

80.24 

80.09 

80.40 

80.36 

81.64 

82.83 

82.80 

82.89 

81.62 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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106 


LYS 


C 


-25.08 


106 


LYS 


0 


-26.18 


107 


CYS 


N 


-24.23 


107 


CYS 


CA 


-24.52 


107 


CYS 


CB 


-24.00 


107 


CYS 


SG 


-24.10 


107 


CYS 


C 


-23.81 


107 


CYS 


0 


-22.94 


108 


ARG 


N 


-24.23 


108 


ARG 


CA 


-23.60 


108 


ARG 


CB 


-24.27 


108 


ARG 


CG 


-25.67 


108 


ARG 


CD 


-26.16 


108 


ARG 


NE 


-27.36 


108 


ARG 


CZ 


-27.34 


108 


ARG NH1 


-26.18 


108 


ARG 


NH2 


-28.48 


108 


ARG 


C 


-23.57 


108 


ARG 


0 


-23.71 


109 


GLY 


N 


-23.37 


109 


GLY 


CA 


-23.30 


109 


GLY 


C 


-24.02 


109 


GLY 


0 


-24.50 


110 


TYR 


N 


-24.10 


110 


TYR 


CA 


-24.77 


110 


TYR 


CB 


-23.91 


110 


TYR 


CG 


-22.68 


110 


TYR 


CD1 


-21.45 


110 


TYR 


CE1 


-20.31 


110 


TYR 


CD2 


-22.74 


110 


TYR 


CE2 


-21.61 


110 


TYR 


CZ 


-20.39 


110 


TYR 


OH 


-19.24 


110 


TYR 


C 


-25.16 


110 


TYR 


0 


-24.41 


111 


ARG 


N 


-26.32 


111 


ARG 


CA 


-26.83 


111 


ARG 


CB 


-28.14 


111 


ARG 


CG 


-28.01 


111 


ARG 


CD 


-28.52 


111 


ARG 


NE 


-27.97 


111 


ARG 


CZ 


-28.38 



-29.23 79.17 15.00 

-29.04 78.65 15.00 

-30.15 78.76 15.00 

-31.01 77.62 15.00 

-30.36 76.33 15.00 

-31.36 74.81 15.00 

-32.31 77.94 15.00 

-32.34 78.81 15.00 

-33.40 77.30 15.00 

-34.70 77.51 15.00 

-35.46 78.66 15.00 

-35.93 78.35 15.00 

-36.95 79.38 15.00 

-37.64 78.90 15.00 

-38.78 78.20 15.00 

-39.37 77.92 15.00 

-39.29 77.75 15.00 

-35.53 76.23 15.00 

-36.76 76.27 15.00 

-34.87 75.10 15.00 

-35.59 73.85 15.00 

-34.85 72.75 15.00 

-33.73 72.95 15.00 

-35.48 71.59 15.00 

-34.92 70.44 15.00 

-33.89 69.74 15.00 

-34.45 69.05 15.00 

-34.47 69.70 15.00 

-34.89 69.04 15.00 

-34.88 67.73 15.00 

-35.30 67.07 15.00 

-35.30 67.72 15.00 

-35.68 67.05 15.00 

-36.02 69.48 15.00 

-36.99 69.31 15.00 

-35.87 68.86 15.00 

-36.84 67.91 15.00 

-37.43 68.41 15.00 

-38.15 69.74 15.00 

-39.57 69.65 15.00 

-40.28 68.49 15.00 

-41.48 68.10 15.00 



^4 
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111 


ARG 


NH1 


-27.83 


-42.06 


67.03 


15 


. 00 


111 


ARG 


NH2 


-29.32 


-42.12 


68.78 


15 


. 00 


111 


ARG 


c 


-27.01 


-36.25 


66.52 


15 


.00 


111 


ARG 


0 


-27.32 


-35.07 


66.39 


15 


.00 


112 


GLU 


N 


-26.81 


-37.06 


65.50 


15 


.00 


112 


GLU 


CA 


-26.94 


-36.62 


64.12 


15 


. 00 


112 


GLU 


CB 


-25.68 


-36.90 


63.30 


15 


.00 


112 


GLU 


CG 


-24.42 


-36.10 


63.68 


15 


.00 


112 


GLU 


CD 


-23 .23 


-36.42 


62 .77 


15 


. 00 


112 


GLU 


OE1 


-22.07 


-36.07 


63.13 


15, 


.00 


112 


GLU 


OE2 


-23.44 


-37.01 


61.69 


15. 


.00 


112 


GLU 


c 


-28.14 


-37.26 


63.44 


15, 


.00 


112 


GLU 


0 


-28.60 


-38.33 


63.84 


15. 


. 00 


113 


ILE 


N 


-28.61 


-36.60 


62.39 


15 . 


.00 


113 


ILE 


CA 


-29.74 


-37.06 


61.60 


15. 


, 00 


113 


ILE 


CB 


-30.51 


-35. 84 


61.05 


15 . 


, 00 


113 


ILE 


CG2 


-31.61 


-36.25 


60.09 


15. 


. 00 


113 


ILE 


CGI 


-31.10 


-35. 06 


62.22 


15. 


00 


113 


ILE 


CD1 


-32.01 


-35.89 


63 .07 


15. 


00 


113 


ILE 


c 


-29.15 


-37.84 


60.43 


15. 


00 


113 


ILE 


0 


-28.13 


-37.44 


59.88 


15. 


00 


114 


PRO 


N 


-29.74 


-38.99 


60.08 


15. 


00 


114 


PRO 


CD 


-30.93 


-39.67 


60.65 


15. 


00 


114 


PRO 


CA 


-29.19 


-39.76 


58.95 


15. 


00 


114 


PRO 


CB 


-30.23 


-40.86 


58.75 


15. 


00 


114 


PRO 


CG 


-30.78 


-41.07 


60.12 


15. 


00 


114 


PRO 


c 


-29.18 


-38.82 


57.75 


15 . 


00 


114 


PRO 


0 


-30.23 


-38.35 


57.30 


15. 


00 


115 


GLU 


N 


-27 .98 


-38.53 


57.25 


15. 


00 


115 


GLU 


CA 


-27 .81 


-37 .64 


56.11 


15. 


00 


115 


GLU 


CB 


-26.36 


-37.71 


55.63 


15. 


00 


115 


GLU 


CG 


-26.00 


-38.96 


54.84 


15. 


00 


115 


GLU 


CD 


-26.11 


-38.74 


53.34 


15. 


00 


115 


GLU 


OE1 


-26.79 


-39.55 


52.65 


15. 


00 


115 


GLU 


OE2 


-25.52 


-37.74 


52.85 


15. 


00 


115 


GLU 


c 


-28.81 


-37.80 


54.96 


15 . 


00 


115 


GLU 


n 

\j 


-28 .93 


-38 86 


54.37 






116 


GLY 


N 


-29.54 


-36.73 


54.67 


15. 


00 


116 


GLY 


CA 


-30.51 


-36.71 


53.59 


15. 


00 


116 


GLY 


C 


-31.88 


-37.25 


53.92 


15. 


00 


116 


GLY 


0 


-32.76 


-37.31 


53.05 


15. 


00 


117 


ASN 


N 


-32.09 


-37.61 


55.18 


15. 


00 
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117 


ASN 


CA 


-33.37 


117 


ASN 


CB 


-33.13 


117 


ASN 


CG 


-34.42 


117 


ASN 


OD1 


-35.53 


117 


ASN 


ND2 


-34.28 


117 


ASN 


C 


-34.32 


117 


ASN 


0 


-34.40 


118 


GLU 


N 


-35.10 


118 


GLU 


CA 


-36.05 


118 


GLU 


CB 


-36.81 


118 


GLU 


CG 


-36.06 


118 


GLU 


CD 


-36.96 


118 


GLU 


OE1 


-37.20 


118 


GLU 


OE2 


-37.46 


118 


GLU 


C 


-37.03 


118 


GLU 


0 


-37.48 


119 


LYS 


N 


-37.39 


119 


LYS 


CA 


-38.33 


119 


LYS 


CB 


-38.85 


119 


LYS 


CG 


-40.37 


119 


LYS 


CD 


-40.95 


119 


LYS 


CE 


-42.47 


119 


LYS 


NZ 


-43.07 


119 


LYS 


C 


-37.71 


119 


LYS 


0 


-38.36 


120 


ALA 


N 


-36.45 


120 


ALA 


CA 


-35.77 


120 


ALA 


CB 


-34.45 


120 


ALA 


C 


-35.56 


120 


ALA 


0 


-35.41 


121 


LEU 


N 


-35.52 


121 


LEU 


CA 


-35.37 


121 


LEU 


CB 


-34.93 


121 


LEU 


CG 


-34.71 


121 


LEU 


CD1 


-33.44 


121 


LEU 


CD2 


-34.62 


121 


LEU 


C 


-36.70 


121 


LEU 


0 


-36.77 


122 


LYS 


N 


-37.77 


122 


LYS 


CA 


-39.12 


122 


LYS 


CB 


-40.14 


122 


LYS 


CG 


-41.58 



-38.18 55.61 15.00 

-39.38 56.52 15.00 

-40.02 57.01 15.00 

-39.60 56.65 15.00 

-41.06 57.83 15.00 

-37.19 56.27 15.00 

-37.10 57.50 15.00 

-36.50 55.45 15.00 

-35.52 55.96 15.00 

-34.85 54.83 15.00 

-33.74 54.15 15.00 

-32.95 53.26 15.00 

-33.39 52.11 15.00 

-31.91 53.72 15.00 

-36.09 56.96 15.00 

-35.39 57.88 15.00 

-37.36 56.79 15.00 

-37.99 57.71 15.00 

-39.30 57.15 15.00 

-39.34 57.05 15.00 

-38.10 56.34 15.00 

-38.10 56.44 15.00 

-36.84 55.99 15.00 

-38.16 59.09 15.00 

-37.86 60.09 15.00 

-38.57 59.15 15.00 

-38.75 60.44 15.00 

-39.45 60.27 15.00 

-37.40 61.08 15.00 

-37.31 62.30 15.00 

-36.34 60.26 15.00 

-34.98 60.78 15.00 

-33.98 59.69 15.00 

-32.55 60.19 15.00 

-32.47 61.03 15.00 

-31.58 59.02 15.00 

-34.57 61.37 15.00 

-34.00 62.45 15.00 

-34.88 60.65 15.00 

-34.58 61.09 15.00 

-35.16 60.12 15.00 

-34.91 60.49 15.00 
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122 


LYS 


CD 


-42 .51 


-35.55 


59.48 


15 


00 


122 


LYS 


CE 


-43 .96 


-35.15 


59.73 


15 


. 00 


122 


LYS 


N2 


-44 .83 


-35.53 


58.58 


15 
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-23.15 49.98 15.00 

-22.06 48.01 15.00 

-23.22 47.21 15.00 

-24.11 46.79 15.00 

-25.31 45.98 15.00 

-26.08 46.43 15.00 

-27.12 45.66 15.00 

-25.61 44.73 15.00 

-26.64 43.95 15.00 

-27.39 44.43 15.00 

-28.37 43.65 15.00 

-22.71 45.98 15.00 

-21.81 45.29 15.00 

-23.30 45.71 15.00 

-22.88 44.58 15.00 

-21.62 44.94 15.00 

-20.95 43.75 15.00 

-21.46 43.24 15.00 

-19.90 43.34 15.00 

-24.00 44.16 15.00 

-24.16 44.74 15.00 

-24.77 43.14 15.00 

-25.88 42.66 15.00 

-26.68 41.55 15.00 

-25.85 40.61 15.00 

-24.55 40.21 15.00 

-23.49 40.40 15.00 

-24.58 39.73 15.00 

-25.53 42.24 15.00 

-26.41 41.84 15.00 

-24.24 42.24 15.00 

-23.81 41.87 15.00 

-22.38 41.29 15.00 

-22.04 40.68 15.00 

-23.92 43.11 15.00 

-23.86 43.03 15.00 

-24.11 44.26 15.00 
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-24.27 45.52 15.00 

-25.57 45.44 15.00 

-26.60 45.04 15.00 

-24.29 46.67 15.00 

-24.05 48.32 15.00 

-25.54 45.80 15.00 

-26.73 45.73 15.00 

-26.34 45.18 15.00 

-27.52 45.10 15.00 

-28.68 45.25 15.00 

-27.24 44.86 15.00 

-27.54 47.03 15.00 

-27.15 47.94 15.00 

-28.71 47.05 15.00 

-29.59 48.22 15.00 

-30.87 47.97 15.00 

-30.55 47.53 15.00 

-29.93 48.65 15.00 

-30.17 49.82 15.00 

-29.97 47.69 15.00 

-30.32 47.98 15.00 

-30.98 46.77 15.00 

-32.01 46.10 15.00 

-31.59 45.30 15.00 

-33.22 46.38 15.00 

-29.12 48.47 15.00 

-29.26 48.88 15.00 

-27.94 48.44 15.00 

-26.74 48.87 15.00 

-25.65 47.79 15.00 

-24.40 48.16 15.00 

-24.43 48.25 15.00 

-23.30 48.37 15.00 

-26.25 50.20 15.00 

-25.31 50.24 15.00 

-26.89 51.29 15.00 

-26.48 52.62 15.00 

-27.66 53.59 15.00 

-28.86 53.26 15.00 

-29.92 54.34 15.00 

-28.43 53.10 15.00 

-25.34 53.12 15.00 
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-25.80 63.83 15.00 

-26.47 64.81 15.00 

-24.91 63.82 15.00 

-24.62 64.97 15.00 

-23.05 65.10 15.00 

-22.60 65.81 15.00 

-22.53 65.82 15.00 

-25.30 64.88 15.00 

-25.17 65.77 15.00 

-26.05 63.81 15.00 

-26.73 63.66 15.00 

-27.11 62.23 15.00 

-27.09 61.41 15.00 

-27.45 61.92 15.00 

-27.84 60.57 15.00 

-29.24 60.21 15.00 

-30.37 61.09 15.00 

-30.80 61.01 15.00 

-31.81 61.82 15.00 

-30.99 62.01 15.00 

-32.01 62.83 15.00 

-32.41 62.73 15.00 

-33.41 63.53 15.00 

-27.76 60.48 15.00 

-27.65 61.49 15.00 

-27.80 59.26 15.00 

-27.72 59.11 15.00 

-27.54 57.68 15.00 

-28.04 56.75 15.00 

-26.79 57.50 15.00 

-26.53 56.18 15.00 

-27.48 55.85 15.00 

-28.88 55.55 15.00 

-27.53 57.02 15.00 

-26.48 56.97 15.00 

-25.10 56.07 15.00 

-24.44 57.08 15.00 

-24.62 54.84 15.00 

-23.28 54.60 15.00 

-22.34 54.00 15.00 

-20.86 53.96 15.00 

-19.92 54.36 15.00 
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-19.28 55.40 15.00 

-19.83 53.52 15.00 

-23.45 53.67 15.00 

-24.00 54.07 15.00 

-23.07 52.41 15.00 

-23.21 51.46 15.00 

-22.10 50.42 15.00 

-20.70 51.04 15.00 

-20.45 51.78 15.00 

-20.28 50.78 15.00 

-19.10 49.88 15.00 

-24.57 50.86 15.00 

-24.70 49.68 15.00 

-25.57 51.73 15.00 

-26.94 51.31 15.00 

-27.32 51.13 15.00 

-28.49 50.87 15.00 

-26.35 51.27 15.00 

-26.62 51.11 15.00 

-25.42 50.56 15.00 

-24.69 49.49 15.00 

-23.83 49.80 15.00 

-25.03 48.24 15.00 

-27.05 52.42 15.00 

-26.41 53.46 15.00 

-28.16 52.38 15.00 

-28.68 53.57 15.00 

-30.10 53.34 15.00 

-31.11 52.86 15.00 

-31.26 53.85 15.00 

-32.21 53.34 15.00 

-31.66 52.19 15.00 

-27.71 53.76 15.00 

-27.08 52.80 15.00 

-27.54 54.99 15.00 

-26.64 55.21 15.00 

-25.18 54.99 15.00 

-24.66 56.02 15.00 

-24.45 57.35 15.00 

-24.21 55.71 15.00 

-23.75 56.81 15.00 

-23.88 57.81 15.00 
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A4 
04 • 


PA 
OO 


1 R 
XD • 


OO 
UU 


181 


LYS 


CD 


-33 . 87 


-19 . 01 


66 . 


30 


15 . 


00 


181 


LYS 


CE 


-33.59 


-17.80 


67. 


13 


15. 


00 


181 


LYS 


NZ 


-33.32 


-18.14 


68. 


55 


15. 


00 


181 


LYS 


C 


-33.19 


-19.24 


62. 


02 


15. 


00 


181 


LYS 


0 


-32.27 


-20.05 


62. 


15 


15. 


00 


182 


ASN 


N 


-33 .04 


-18.08 


61. 


38 


15. 


00 
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182 


ASN 


f CA 


-31,75 


-17 66 


Ow . O J 


1 R nn 
x j . UU 


182 


ASN 


CB 


-31.93 


-16 90 




x j . UU 


182 


ASN 


CG 


-30.71 


-16 97 


JO . W*J 


i r nn 

x j . UU 


182 


ASN 


0D1 


-29.58 


-17 07 


59 11 
j.^ . ii 


i r nn 

x j • UU 


182 


ASN ND2 


-30.94 


-16 92 


57 33 


i r nn 

XD . UU 


182 


ASN 


c 


-31.07 


-16 80 


61 91 

OX • 71 


i r nn 
x j • UU 


182 


ASN 


0 


-31.52 


-16.75 


63 05 


i *> nn 

x j • UU 


183 


SER 


N 


-29.98 


-16 13 


61 55 

wit JJ 


i r nn 

Xj • UU 


183 


SER 


CA 


-29.28 


-15.27 


62 4 9 


i k nn 

x j • UU 


183 


SER 


CB 


-28.10 


-16 . 00 


63 13 

w J . X J 


1 r nn 
x j . uu 


183 


SER 


OG 


-27.27 


-16 59 


62 15 

Oa . 1j 


1 r nn 

ij . UU 


183 


SER 


C 


-28.83 


-13 99 


61 ftl 

Ol . Ox 


i r nn 
x j . UU 


183 


SER 


0 


-27.65 




fil 82 
OX. 0«£ 


i r nn 
x j . UU 


184 


TRP 


N 


-29 .77 


-13 30 


61 17 
ox • x / 


i r nn 

x j . UU 


184 


TRP 


CA 


-29.49 


-12 05 


60 48 


1 r nn 

x j • UU 


184 

A V "m 


TRP 


CB 


-29 61 


-IP 22 

X^ • afi.fi 


JO. 70 


t c nn 
ID • UU 


184 


TRP 


CG 


-28.60 


-13 15 


5ft 37 

JO • J / 


i r on 

x j • UU 


184 


TRP 


CD2 


-28 . 66 


-13 7ft 


57 oft 

Dim uo 


t r nn 

x j . UU 


184 


TRP 


CE2 


-27 . 49 


-14 55 


5fi Q4 

Ju . 74 


i r nn 
x j . uu 


184 


TRP 


CE3 


-29 60 


-13 77 

X J • 1 1 


5fi 03 

JO. UJ 


1 r nn 
x j . uu 


184 


TRP 


CD1 


-27 .43 


-13 56 

X J . J V 


5ft 93 

JO . 7J 


i 5 no 

x j • UU 


184 


TRP NE1 


-26.76 


-14 39 


5ft Oft 

J o • w o 


i 5 on 

X J • uu 


184 


TRP 


C22 


-27 .22 


-15 31 

X J ■ J X 


55 7ft 

J J • 1 o 


i 5 on 

1J • uu 


184 


TRP 


CZ3 


-29.33 


-14 .53 


54 89 

Jii • O? 


i 5 no 

X J . uu 


184 


TRP 


CH2 


-28. 15 


-15 29 

X J . J 


54 7ft 

J *» • / O 


i 5 no 

x j • UU 


184 


TRP 


C 


-30.42 


-10 97 


61 on 

O X . u u 


1 r on 

xj . UU 


184 


TRP 


0 


-30.89 


-10 12 


60 25 

O O • A J 


1 5 00 
X J • u u 


185 


GLY 


N 


-30.70 


-11 03 


62 30 


1 5 00 

Xj . UU 


185 


GLY 


CA 


-31.58 


-10 07 

XV • v / 


62 94 


1 5 OO 
x j • UU 


185 


GLY 


C 


-33 . 02 


-10 33 


62 57 

O Z, • J / 


15 00 
X j • uu 


185 


GLY 


0 


-33 .31 


-11.05 


61 62 

\JX * \j4Lt 


15 00 

X J . \J\J 


186 


GLU 


N 


-33 .94 


-9 .76 


63 35 

V) J • J J 


15 00 

X J • wO 


186 


GLU 


CA 


-35.36 


-9 93 


63 07 

O J • \J 1 


1 5 00 
X J • u u 


186 


GLU 


CB 


-36 .22 


-9 59 


64 2ft 


1 5 00 

X J • U \J 


186 


GLU 


CG 


-36.03 


-8.21 


64 80 


15 00 


186 


GLU 


CD 


-36.84 


-7 96 


66 04 


is nn 


•LOU 


GLU 


OE1 


j I • J 1 


— D 4 0 


DO • x j 


13 . 00 


186 


GLU 


OE2 


-36.35 


-7.22 


66.93 


15.00 


186 


GLU 


C 


-35.77 


-9.12 


61.86 


15.00 


186 


GLU 


0 


-36.90 


-9.24 


61.38 


15.00 


187 


ASN 


N 


-34.84 


-8.32 


61.36 


15.00 


187 


ASN 


CA 


-35.06 


-7.47 


60.20 


15.00 




WO 97/16177 



TABLE K 



PCT/US96/17512 



187 


ASN 


CB 


-34 


.05 


187 


ASN 


CG 


-34 


.41 


187 


ASN 


OD1 


-35 


.57 


187 


ASN ND2 


-33 


.41 


187 


ASN 


C 


-35 


.00 


187 


ASN 


0 


-35 


.44 


188 


TRP 


N 


-34 


.42 


188 

X o t» 


TRP 


CA 


-34 


.30 


188 


rap 


CB 


-33 


.01 


188 


TRP 


CG 


-32 


.84 


188 


TRP 


CD2 


-33 


.26 


188 


TRP 


CE2 


-32 


.96 


188 


TRP 


CE3 


-33 


.86 


188 


TRP 


CD1 


-32 


.32 


188 


TRP 


NE1 


-32 


.39 


188 


TRP 


CZ2 


-33 


.24 


188 


TRP 


CZ3 


-34 


.15 


188 


TRP 


CH2 


-33 


.84 


188 


TRP 


C 


-35, 


.50 


188 


TRP 


0 


-36, 


.05 


189 


GLY 


N 


-35, 


.92 


189 


GLY 


CA 


-37 . 


,05 


189 


GLY 


C 


-38, 


.29 


189 


GLY 


0 


-38, 


,61 


190 


ASN 


N 


-39, 


,01 


190 


ASN CA 


-40. 


,21 


190 


ASN 


CB 


-41 . 


,21 


190 


ASN 


CG 


-42 , 


,58 


190 


ASN 


OD1 


-42 . 


.74 


190 


ASN ND2 


-43 , 


,60 


190 


ASN 


C 


-39, 


,77 


190 


ASN 


0 


-39. 


83 


191 


LYS 


N 


-39. 


24 


191 


LYS 


CA 


-38. 


80 


191 


LYS 


CB 


-40. 


02 


191 


LYS 


CG 


-40. 


86 


1 Oil 


LYS 


CD 


-42. 


05 


191 


LYS 


CE 


-43. 


16 


191 


LYS 


NZ 


-43.76 


191 


LYS 


C 


-37. 


83 


191 


LYS 


O 


-38. 


02 


192 


GLY 


N 


-36. 


77 



-6.32 60.16 15.00 

-5.27 59.11 15.00 

-5.16 58.70 15.00 

-4.49 58.69 15.00 

-8.26 58.91 15.00 

-7.79 57.86 15.00 

-9.46 58.97 15.00 

-10.30 57.80 15.00 

-11.12 57.86 15.00 

-11.99 56.71 15.00 

-13.36 56.60 15.00 

-13.77 55.29 15.00 

-14.26 57.48 15.00 

-11.65 55.51 15.00 

-12.71 54.64 15.00 

-15.07 54.83 15.00 

-15.55 57.02 15.00 

-15.94 55.72 15.00 

-11.21 57.63 15.00 

-11.71 58.61 15.00 

-11.43 56.38 15.00 

-12.30 56.10 15.00 

-11.99 56.92 15.00 

-10.83 57.20 15.00 

-13.04 57.31 15.00 

-12.85 58.11 15.00 

-13.98 57.90 15.00 

-13.65 58.45 15.00 

-12.81 59.33 15.00 

-14.32 57.92 15.00 

-12.74 59.56 15.00 

-13.72 60.30 15.00 

-11.59 59.94 15.00 

-11.39 61.31 15.00 

-11.23 62.23 15.00 

-10.00 61.87 15.00 

-9.79 62.79 15.00 

-10.79 62.51 15.00 

-10.63 61.14 15.00 

-12.46 61.81 15.00 

-13.08 62.86 15.00 

-12.65 61.03 15.00 
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192 GLY CA 
192 GLY C 

192 GLY O 

193 TYR N 
193 TYR CA 
193 TYR CB 
193 TYR CG 
193 TYR CD1 
193 TYR CE1 
193 TYR CD2 
193 TYR CE2 
193 TYR CZ 
193 TYR OH 
193 TYR C 

193 TYR 0 

194 ILE N 
194 ILE CA 
194 ILE CB 
194 ILE CG2 
194 ILE CGI 
194 ILE CD1 
194 ILE C 

194 ILE 0 

195 LEU N 
195 LEU CA 
195 LEU CB 
195 LEU CG 
195 LEU CD1 
195 LEU CD2 
195 LEU C 

195 LEU O 

196 MET N 
196 MET CA 
196 MET CB 
196 MET CG 
196 MET SD 
196 MET CE 
196 MET C 

196 MET O 

197 ALA N 
197 ALA CA 
197 ALA CB 



-35.73 

-35.96 

-35.00 

-37.21 

-37.53 

-38.71 

-38.44 

-38.48 

-38.21 

-38.12 

-37.84 

-37.89 

-37.62 

-37.78 

-38.05 

-37.72 

-37.95 

-36.63 

-35.63 

-36.94 

-35.75 

-38.57 

-38.12 

-39.65 

-40.34 

-41.84 

-42.72 

-42.11 

-44.10 

-39.79 

-40.17 

-38.86 

-38.25 

-36.83 

-35.91 

-34.18 

-33.94 

-39.13 

-40.03 

-38.87 

-39.67 

-39.50 



-13.62 

-15.05 

-15.80 

-15.43 

-16.78 

-17.32 

-17.47 

-16.39 

-16.54 

-18.72 

-18.88 

-17.79 

-17.95 

-16.91 

-15.93 

-18.14 

-18.43 

-18.38 

-19.42 

-18.61 

-18.49 

-19.82 

-20.78 

-19.91 

-21.17 

-20.95 

-21.15 

-20.50 

-20.59 

-21.84 

-21.50 

-22.76 

-23.48 

-23.91 

-22.73 

-23.17 

-24.05 

-24.66 

-25.06 

-25.24 

-26.35 

-26.46 



61.37 

60.91 

60.72 

60.71 

60.30 

61.10 

62.58 

63.44 

64.79 

63.11 

64.46 

65.29 

66.63 

58.82 

58.14 

58.33 

56.92 

56.07 

56.55 

54.60 

53.69 

56.79 

57.42 

56.03 

55.80 

55.67 

56.90 

58.14 

56.59 

54.56 

53.45 

54.75 

53.63 

53.98 

54.21 

54.37 

52.84 

53.22 

53.97 

52.05 

51.54 

50.04 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



HMO 
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197 


ALA 


c 


-39 . 40 


197 


ALA 


o 


-38.26 


198 


ARG 


N 


-40.47 


198 


ARG 


CA 


-40.35 


198 


ARG 


CB 


-41.11 


198 


ARG 


CG 


-41.08 


198 


ARG 


CD 


-41.32 


198 


ARG 


NE 


-42.61 


198 


ARG 


CZ 


-43.76 


198 


ARG 


NH1 


-43 .79 


198 


ARG 


NH2 


-44.88 


198 


ARG 


c 


-40.82 


198 


ARG 


0 


-41.91 


199 


ASN 


N 


-39.97 


199 


ASN 


CA 


-40.27 


199 


ASN 


CB 


-41.62 


199 


ASN 


CG 


-41.53 


199 


ASN 


OD1 


-42 .42 


199 


ASN ND2 


-40.45 


199 


ASN 


C 


-40.21 


199 


ASN 


0 


-40.78 


200 


LYS 


N 


-39.48 


200 


LYS 


CA 


-39.31 


200 


LYS 


CB 


-39.31 


200 


LYS 


CG 


-40.70 


200 


LYS 


CD 


-41.37 


200 


LYS 


CE 


-42.76 


200 


LYS 


NZ 


-42.73 


200 


LYS 


C 


-37 .98 


200 


LYS 


0 


-37.11 


201 


ASN 


N 


-37.81 


201 


ASN 


CA 


-36.58 


201 


ASN 


CB 


-36.41 


201 


ASN 


CG 


-37.15 


201 


ASN 


OD1 


-36. 68 


201 


ASN 


ND2 


-38.32 




ASN 


C 




201 


ASN 


0 


-34.27 


202 


ASN 


N 


-35.46 


202 


ASN 


CA 


-34.37 


202 


ASN 


CB 


-33.25 


202 


ASN 


CG 


-32.20 



-27.70 52.18 15.00 

-28.15 52.25 15.00 

-28.36 52.62 15.00 

-29.67 53.24 15.00 

-29.71 54.57 15.00 

-31.06 55.27 15.00 

-30.93 56.75 15.00 

-30.32 57.06 15.00 

-30.98 57.14 15.00 

-32.29 56.95 15.00 

-30.33 57.45 15.00 

-30.77 52.30 15.00 

-30.70 51.73 15.00 

-31.76 52.12 15.00 

-32.90 51.25 15.00 

-33.54 51.63 15.00 

-34.36 52.90 15.00 

-34.31 53.75 15.00 

-35.13 53.05 15.00 

-32.59 49.76 15.00 

-33.32 48.94 15.00 

-31.54 49.41 15.00 

-31.17 48.01 15.00 

-29.66 47.81 15.00 

-29.02 47.77 15.00 

-29.23 46.42 15.00 

-28.59 46.37 15.00 

-27.14 46.73 15.00 

-31.78 47.60 15.00 

-31.09 47.06 15.00 

-33.06 47.93 15.00 

-33.78 47.62 15.00 

-33.93 46.11 15.00 

-35.13 45.56 15.00 

-35.78 44.63 15.00 

-35.42 46.13 15.00 

-33.22 48.27 15.00 

-33.16 47.66 15.00 

-32.84 49.54 15.00 

-32.30 50.35 15.00 

-33.34 50.49 15.00 

-32.93 51.48 15.00 
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202 


ASN OD1 


-32.51 


202 


ASN ND2 


-30.94 


202 


ASN C 


-33.83 


202 


ASN 0 


-32.62 


203 


ALA N 


-34.73 


203 


ALA H 


-35.60 


203 


ALA CA 


-34.39 


203 


ALA CB 


-35.57 


203 


ALA C 


-33.27 


203 


ALA 0 


-33.33 


204 


CYS N 


-32.23 


204 


CYS CA 


-31.11 


204 


CYS C 


-30.29 


204 


CYS 0 


-29.50 


204 


CYS CB 


-31.58 


204 


CYS SG 


-32.12 


205 


GLY N 


-30.43 


205 


GLY CA 


-29.68 


205 


GLY C 


-30.10 


205 


GLY 0 


-29.31 


206 


ILE N 


-31.37 


206 


ILE CA 


-31.95 


206 


ILE CB 


-33 .46 


206 


ILE CG2 


-34.13 


206 


ILE CGI 


-34.06 


206 


ILE CD1 


-33 .76 


206 


ILE C 


-31.71 


206 


ILE 0 


-31.47 


207 


ALA N 


-31.79 


207 


ALA CA 


-31.58 


207 


ALA CB 


-32.72 


207 


ALA C 


-30.25 


207 


ALA 0 


-30.15 


208 


ASN N 


-29.24 


208 


ASN CA 


-27.91 


208 


ASN CB 


-27.41 


208 




-97 70 


208 


ASN OD1 


-28.85 


208 


ASN ND2 


-26.65 


208 


ASN C 


-26.85 


208 


ASN 0 


-25.80 


209 


LEU N 


-27.08 



-32.44 52.56 15.00 

-33.14 51.13 15.00 

-30.96 49.85 15.00 

-30.77 49.68 15.00 

-30.00 49.69 15.00 

-30.20 50.07 15.00 

-28.68 49.18 15.00 

-27.74 49.24 15.00 

-28.06 50.04 15.00 

-28.03 51.26 15.00 

-27.56 49.35 15.00 

-26.89 50.02 15.00 

-27.71 51.00 15.00 

-27.14 51.76 15.00 

-25.60 50.69 15.00 

-24.29 49.55 15.00 

-29.03 50.98 15.00 

-29.88 51.90 15.00 

-29.71 53.35 15.00 

-29.92 54.27 15.00 

-29.38 53.54 15.00 

-29.16 54.85 15.00 

-28.92 , 54.73 15.00 

-30.13 54.12 15.00 

-28.55 56.10 15.00 

-27.15 56.54 15.00 

-30.29 55.85 15.00 

-30.04 57.03 15.00 

-31.54 55.38 15.00 

-32.69 56.25 15.00 

-33.68 56.08 15.00 

-33.35 55.94 15.00 

-34.57 55.95 15.00 

-32.54 55.67 15.00 

-33.04 55.33 15.00 

-32.42 54.03 15.00 

-33.30 52.84 15.00 

-33.50 52.47 15.00 

-33.86 52.26 15.00 

-32.89 56.41 15.00 

-33.53 56.35 15.00 

-32.00 57.36 15.00 
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209 


LEU 


CA 


-26.10 


-31.82 


58.42 


15 


.00 


209 


LEU 


CB 


-25.07 


-30.77 


58.03 


15 


.00 


209 


LEU 


CG 


-23.69 


-31.04 


58.63 


15 


.00 


209 


LEU 


CD1 


-23.08 


-32.21 


57.88 


15 


.00 


209 


LEU 


CD2 


-22.82 


-29.81 


58.52 


15 


.00 


209 


LEU 


C 


-26.77 


-31.46 


59.73 


15 


. 00 


209 


LEU 


O 


-26.25 


-30.66 


60.51 


15 


. 00 


210 


ALA 


N 


-27.91 


-32.08 


59.97 


15 


. 00 


210 


ALA 


H 


-27.81 


-31.90 


59.38 


15 


. 00 


210 


ALA 


CA 


-28.67 


-31.80 


61.19 


15 


.00 


210 


ALA 


CB 


-29.27 


-31.17 


61.33 


15 


.00 


210 


ALA 


C 


-28.06 


-32.58 


62.37 


15 


.00 


210 


ALA 


O 


-27.58 


-33.69 


62.23 


15 


.00 


211 


SER 


N 


-28.08 


-31.93 


63.53 


15. 


.00 


211 


SER 


CA 


-27.60 


-32.53 


64.76 


15. 


.00 


211 


SER 


CB 


-26.07 


-32.52 


64.86 


15. 


.00 


211 


SER 


OG 


-25.53 


-31.21 


64.89 


15. 


.00 


211 


SER 


C 


-28.25 


-31.80 


65.93 


15. 


.00 


211 


SER 


O 


-28.68 


-30.65 


65.78 


15. 


.00 


212 


PHE 


N 


-28.44 


-32.51 


67.03 


15. 


00 


212 


PHE 


CA 


-29.04 


-31.94 


68.23 


15. 


00 


212 


PHE 


CB 


-30.53 


-32.29 


68.37 


15. 


00 


212 


PHE 


CG 


-30.81 


-33.77 


68.41 


15. 


00 


212 


PHE 


CD1 


-31.04 


-34.48 


67.24 


15. 


00 


212 


PHE 


CD2 


-30.85 


-34.45 


69.62 


15. 


00 


212 


PHE 


CE1 


-31.30 


-35.84 


67.27 


15. 


00 


212 


PHE 


CE2 


-31.11 


-35.82 


69.67 


15. 


00 


212 


PHE 


CZ 


-31.33 


-36.51 


68.48 


15. 


00 


212 


PHE 


C 


-28.22 


-32.41 


69.43 


15. 


00 


212 


PHE 


0 


-27.54 


-33.43 


69.36 


15. 


00 


213 


PRO 


N 


-28.19 


-31.63 


70.50 


15. 


00 


213 
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214 LYS CE 
214 LYS NZ 
214 LYS C 

214 LYS O 

215 MET N 
215 MET CA 
215 MET CB 
215 MET CG 
215 MET SD 
215 MET CE 
215 MET C 
215 MET OT1 

215 MET OT2 

216 HOH OH2 

217 HOH OH2 

218 HOH OH2 

219 HOH OH2 

220 HOH OH2 

221 HOH OH2 

222 HOH OH2 

223 HOH OH2 

224 HOH OH2 

225 HOH OH2 

226 HOH OH2 

227 HOH OH2 

228 HOH OH2 

229 HOH OH2 

230 HOH OH2 

231 HOH OH2 

232 HOH OH2 

233 HOH OH2 

234 HOH OH2 

235 HOH OH2 

236 HOH OH2 

237 HOH OH2 

238 HOH OH2 

239 HOH OH2 

240 HOH OH2 

241 HOH OH2 

242 HOH OH2 

243 HOH OH2 

244 HOH OH2 



-27.79 -39.45 

-27.00 -40.67 

-27.86 -33.84 

-26.73 -33.45 

-28.90 -33.63 

-28.73 -32.91 

-29.47 -31.58 

-28.62 -30.45 

-29.49 -28.92 

-30.02 -28.81 

-29.15 -33.74 

-30.12 -34.53 

-28.49 -33.59 

-28.59 -18.05 

-24.24 -33.32 

-30.97 -16.19 

-30.10 -20.71 

-13.66 -11.12 

-9.67 -9.48 

-34.55 -23.08 

-14.15 -32.13 

-11.90 -8.52 

-24.25 -30.66 

-10.58 -2.52 

-14.05 -21.32 

-44.68 -30.63 

-45.38 -36.05 

-39.65 -13.31 

-35.12 -36.60 

-17.36 -34.13 

-30.35 -19.53 

-27.89 -19.53 

-21.85 -29.55 

-30.14 3.73 

-40.50 -29.62 

-27.85 -23.15 

-38.29 -13.95 

-36.58 -24.59 

-46.68 -34.18 

-26.77 -6.82 

-43.58 -17.40 

-23.22 -6.13 



72.93 15.00 

73.21 15.00 

75.70 15.00 

75.98 15.00 

76.49 15.00 

77.73 15.00 

77.67 15.00 

78.17 15.00 

78.17 15.00 

79.89 15.00 

78.95 15.00 

78.84 15.00 

80.01 15.00 

86.43 15.00 

82.08 15.00 

65.69 15.00 

63.47 15.00 

63.10 15.00 

64.25 15.00 

70.24 15.00 
69.51 15.00 
62.51 15.00 
62.17 15.00 

79.25 15.00 
67.22 15.00 

50.04 15.00 

56.05 15.00 

65.32 15.00 
49.29 15.00 
65.07 15.00 
65.73 15.00 
62.51 15.00 
62.34 15.00 
67.17 15.00 
80.16 15.00 

86.33 15.00 
44.87 15.00 
50.05 15.00 

57.37 15.00 
59.79 15.00 
60.45 15.00 

61.38 15.00 
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Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor 1-N- (N- imidazole acetyl - 
leucinyl) -amino-3-N- (4-phenoxy-phenyl-sulf onyl) - 
amino-propan-2-one. 

Residue Atom X Y z b 
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10 LYS CD -7.03 28.46 87.81 15.00 

10 LYS CE -6.43 29.14 89.04 15.00 

10 LYS NZ -7.24 28.91 90.30 15.00 

10 LYS C -9.98 32.40 86.61 15.00 

10 LYS O -10.16 33.04 87.64 15.00 

11 GLY N -9.85 32.98 85.41 15.00 
11 GLY CA -9.94 34.41 85.22 15.00 
11 GLY C -8.63 35.17 85.27 15.00 

11 GLY O -8.61 36.39 85.26 15.00 

12 TYR N -7.54 34.42 85.20 15.00 
12 TYR CA -6.21 34.98 85.26 15.00 
12 TYR CB -5.24 33.95 85.84 15.00 
12 TYR CG -5.32 33.72 87.35 15.00 
12 TYR CD1 -6.52 33.50 87.99 15.00 
12 TYR CE1 -6.58 33.26 89.37 15.00 
12 TYR CD2 -4.18 33.66 88.13 15.00 
12 TYR CE2 -4.23 33.42 89.47 15.00 
12 TYR CZ -5.42 33.23 90.06 15.00 
12 TYR OH -5.43 33.02 91.43 15.00 
12 TYR C -5.68 35.43 83.90 15.00 

12 TYR O -4.68 36.17 83.83 15.00 

13 VAL N -6.34 35.06 82.81 15.00 
13 VAL CA -5.82 35.45 81.50 15.00 
13 VAL CB -5.54 34.18 80.66 15.00 
13 VAL CGI -4.93 34.52 79.31 15.00 
13 VAL CG2 -4.58 33.24 81.42 15.00 
13 VAL C -6.76 36.37 80.72 15.00 

13 VAL O -7.95 36.17 80.78 15.00 

14 THR N -6.24 37.41 80.08 15.00 
14 THR CA -7.06 38.29 79.27 15.00 
14 THR CB -6.41 39.67 79.12 15.00 
14 THR OG1 -5.06 39.53 78.69 15.00 
14 THR CG2 -6.48 40.43 80.39 15.00 
14 THR C -7.20 37.68 77.89 15.00 

14 THR O -6.41 36.81 77.48 15.00 

15 PRO N -8.14 38.18 77.09 15.00 
15 PRO CD -9.11 39.26 77.34 15.00 
15 PRO CA -8.33 37.64 75.75 15.00 
15 PRO CB -9.51 38.47 75.23 15.00 
15 PRO CG -9.35 39.77 75.97 15.00 
15 PRO C -7.09 37.85 74.89 15.00 

15 PRO O -6.26 38.73 75.17 15.00 

16 VAL N -6.96 37.00 73.87 15.00 
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TABLE X 

37.05 73.00 15.00 

35.80 72.11 15.00 

35.77 71.35 15.00 

34.56 72.97 15.00 

38.30 72.12 15.00 

38.61 71.37 15.00 

38.91 72.12 15.00 

40.08 71.32 15.00 

41.20 72.15 15.00 
42.01 72.95 15.00 
41.23 74.12 15.00 
42.11 75.23 15.00 
41.40 76.53 15.00 

39.72 70.16 15.00 
38.63 70.16 15.00 

40.68 69.24 15.00 
40.54 68.03 15.00 
40.84 66.84 15.00 
40.33 65.56 15.00 
40.56 65.29 15.00 
39.60 64.78 15.00 
41.51 68.00 15.00 

42.73 67.86 15.00 
40.93 68.03 15.00 
41.67 68.01 15.00 
40.66 67.93 15.00 

41.21 67.96 15.00 
40.13 68.03 15.00 
39.00 68.42 15.00 
40.47 67.64 15.00 

42.69 66.88 15.00 
43.75 67.04 15.00 
42.38 65.74 15.00 
43.27 64.59 15.00 
42.90 63.73 15.00 

41.74 63.33 15.00 
43.89 63.43 15.00 

43.70 62.61 15.00 
44.62 61.39 15.00 
44.23 60.27 15.00 
43.03 59.44 15.00 
43.10 58.59 15.00 
41.95 59.58 15.00 
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21 GLN C 


5.05 


21 GLN 0 


6.20 


22 CYS N 


4.74 


22 CYS CA 


5.74 


22 CYS C 


6.26 


22 CYS 0 


5.48 


22 CYS CB 


5. 08 


22 CYS SG 


6.07 


23 GLY N 


7.57 


23 GLY CA 


8.16 


23 GLY C 


8.07 


23 GLY 0 


9.08 


24 SER N 


6.82 


24 SER CA 


6.47 


24 SER CB 


5 .45 


24 SER OG 


4 .31 


24 SER C 


5.97 


24 SER 0 


5.26 


25 CYS N 


6.43 


25 CYS CA 


6.06 


25 CYS CB 


6.61 


25 CYS SG 


8.41 


25 CYS C 


6.49 


25 CYS 0 


5.74 


25 INH CI 


3 .24 


25 INH C2 


2.86 


25 INH C3 

mm **«4A X* mm 


1.57 


25 INH C4 


0 . 62 


25 INH C5 


0 . 94 


25 INH C6 


2 .25 


25 INH 07 


4 .57 


25 INH C8 


5.72 


25 INH C9 


5 .62 


25 INH CIO 


6 58 


25 INH Cll 


7 65 


25 INH C12 


7 .79 


25 tnw nil 




25 INH S14 


8.67 


25 INH 015 


7.93 


25 INH 016 


9.92 


25 INH N17 


8.95 


25 INH C18 


9.50 


25 INH C19 


9.05 



TABLE X 

44.09 63.52 15.00 

43.88 63.19 15.00 

44.77 64.60 15.00 

45.22 65.53 15.00 

44.01 66.35 15.00 

43.07 66.60 15.00 

46.25 66.43 15.00 

46.62 67.91 15.00 

43.99 66.68 15.00 

42.91 67.47 15.00 

43.16 68.96 15.00 

43.15 69.68 15.00 

43.29 69.42 15.00 
43.55 70.79 15.00 
44.66 70.86 15.00 

44.30 70.15 15.00 
42.28 71.46 15.00 
42.34 72.45 15.00 
41.13 70.98 15.00 
39.87 71.53 15.00 

38.78 70.65 15.00 
38.83 70.46 15.00 

39.79 73.01 15.00 
39.28 73.84 15.00 
39.22 63.40 15.00 
38.72 62.13 15.00 
38.27 61.89 15.00 

38.31 62.90 15.00 
38.79 64.16 15.00 
39.24 64.42 15.00 
39.75 63.63 15.00 
39.02 63.91 15.00 
38.42 65.17 15.00 
37.50 65.60 15.00 
37.17 64.78 15.00 
37.78 63.51 15.00 
38.71 63.08 15.00 
35.93 65.55 15.00 
34.70 65.54 15.00 
35.97 64.82 15.00 
36.39 67.18 15.00 
37.70 67.57 15.00 
38.78 68.64 15.00 
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TABLE X 

39.68 67.70 15.00 

39.34 69.16 15.00 

38.50 70.20 15.00 

38.91 71.00 15.00 
40.07 70.97 15.00 

37.92 72.07 15.00 

38.19 73.25 15.00 
37.33 74.48 15.00 
35.90 74.03 15.00 

37.84 75.32 15.00 

38.09 72.47 15.00 

37.10 72.44 15.00 
35.96 72.06 15.00 

37.38 72.94 15.00 
36.17 73.26 15.00 
35.58 74.44 15.00 

34.51 74.16 15.00 
34.43 72.85 15.00 
35.42 72.28 15.00 

40.50 73.34 15.00 
40.58 74.69 15.00 
41.06 74.66 15.00 
42.45 74.12 15.00 

43.67 74.85 15.00 

44.74 73.89 15.00 
43.99 76.22 15.00 
42.79 72.83 15.00 
44.15 72.67 15.00 
46.10 74.25 15.00 
45.31 76.58 15.00 
46.37 75.59 15.00 

41.51 75.60 15.00 
41.27 76.81 15.00 
42.54 75.01 15.00 
43.48 75.79 15.00 
44.71 74.96 15.00 

42.75 76.05 15.00 

42.85 77.12 15.00 
41.90 75.13 15.00 

41.20 75.33 15.00 
40.66 73.99 15.00 

41.68 73.15 15.00 

42.39 72.20 15.00 
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28 PHE CD2 


0.19 


28 PHE CE1 


1.57 


28 PHE CE2 


-0.46 


28 PHE CZ 


0.23 


28 PHE C 


2.87 


28 PHE 0 


1.92 


29 SER N 


3.97 


29 SER CA 


4.16 


29 SER CB 


5.40 


29 SER OG 


5.72 


29 SER C 


4.28 


29 SER 0 


3.68 


30 SER N 


5.04 


30 SER CA 


5.25 


30 SER CB 


6.13 


30 SER OG 


7.38 


30 SER C 


3.96 


30 SER 0 


3.72 


31 VAL N 


3.13 


31 VAL CA 


1.83 


31 VAL CB 


1.33 


31 VAL CGI 


-0.15 


31 VAL CG2 


1.86 


31 VAL C 


0.91 


31 VAL 0 


0.02 


32 GLY N 


1.16 


32 GLY CA 


0.35 


32 GLY C 


0.70 


32 GLY 0 


-0.17 


33 ALA N 


1.98 


33 ALA CA 


2.47 


33 ALA CB 


3.98 


33 ALA C 


1.84 


33 ALA 0 


1.09 


34 LEU N 


2.09 


34 LEU CA 


1.54 


34 LEU CB 


1.88 


34 LEU CG 


3.30 


34 LEU CD1 


3.26 


34 LEU CD2 


3.76 


34 LEU C 


0.02 


34 LEU 0 


-0.47 


35 GLU N 


-0.70 



41.92 73.31 15.00 

43.34 71.43 15.00 

42.87 72.55 15.00 

43.58 71.61 15.00 

40.12 76.46 15.00 

39.99 77.26 15.00 

39.39 76.54 15.00 

38.37 77.55 15.00 

37.55 77.18 15.00 

36.66 78.21 15.00 

38.96 78.94 15.00 

38.47 79.91 15.00 
40.05 79.02 15.00 
40.76 80.28 15.00 
41.95 80.06 15.00 
41.52 79.59 15.00 
41.22 80.96 15.00 
40.99 82.17 15.00 

41.85 80.14 15.00 
42.35 80.51 15.00 

43.26 79.35 15.00 

43.27 79.23 15.00 
44.66 79.52 15.00 

41.16 80.90 15.00 
41.32 81.77 15.00 
39.98 80.31 15.00 
38.81 80.61 15.00 
38.25 81.97 15.00 

37.79 82.70 15.00 
38.30 82.34 15.00 
37.84 83.63 15.00 
37.93 83.67 15.00 

38.86 84.60 15.00 

38.48 85.52 15.00 
40.15 84.37 15.00 
41.22 85.20 15.00 
42.56 84.56 15.00 

43.17 84.66 15.00 
44.56 84.13 15.00 
43.24 86.11 15.00 
41.13 85.45 15.00 

41.28 86.60 15.00 

40.80 84.39 15.00 
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TABLE X 

40.62 84.49 15.00 

40.37 83.11 15.00 
41.61 82.27 15.00 
41.33 80.78 15.00 
40.14 80.38 15.00 
42.29 80.00 15.00 
39.51 85.47 15.00 
39.78 86.45 15.00 
38.29 85.24 15.00 

37.14 86.06 15.00 

37.38 87.56 15.00 
36.89 88.40 15.00 
38.09 87.89 15.00 

38.39 89.27 15.00 
38.96 89.35 15.00 
37.92 89.12 15.00 

36.73 90.00 15.00 
36.81 91.20 15.00 
35.61 89.42 15.00 
39.38 89.83 15.00 

39.19 90.94 15.00 
40.38 89.02 15.00 
41.41 89.38 15.00 
42.29 88.15 15.00 
43.56 88.33 15.00 
44.25 89.66 15.00 
44.48 87.16 15.00 
40.75 89.82 15.00 
41.05 90.86 15.00 
39.78 89.04 15.00 
39.07 89.36 15.00 

38.15 88.20 15.00 
37.13 88.56 15.00 
37.80 88.80 15.00 

36.74 88.86 15.00 

37.33 89.61 15.00 
38.28 90.67 15.00 

38.34 91.53 15.00 
37.59 90.83 15.00 
36.83 92.03 15.00 

36.20 91.96 15.00 
35.31 93.16 15.00 
34.53 93.00 15.00 
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-8.55 


45 LEU 0 
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46 LEU N 
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46 LEU CA 
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33.63 94.23 15.00 

32.41 93.89 15.00 
37.71 93.27 15.00 

37.42 94.20 15.00 

38.87 93.18 15.00 

39.84 94.28 15.00 
40.32 94.41 15.00 
39.21 94.20 15.00 
39.35 95.07 15.00 
38.01 95.15 15.00 
36.86 95.66 15.00 
41.07 94.09 15.00 

42.18 94.26 15.00 

40.88 93.78 15.00 

42.01 93.60 15.00 

42.75 92.28 15.00 
43.26 92.28 15.00 

43.85 92.07 15.00 
41.47 93.50 15.00 

42.02 94.07 15.00 
40.40 92.74 15.00 
39.80 92.56 15.00 

40.20 91.22 15.00 
39.57 90.74 15.00 

41.19 90.58 15.00 
41.70 89.32 15.00 
43.10 89.52 15.00 
43.16 90.39 15.00 
44.57 90.76 15.00 

45.21 91.78 15.00 
44.47 93.08 15.00 

41.76 88.30 15.00 

42.20 88.61 15.00 
41.40 87.07 15.00 
41.39 85.99 15.00 
40.14 85.13 15.00 

39.77 83.85 15.00 
39.23 84.16 15.00 
38.72 83.14 15.00 
42.68 85.16 15.00 
43.36 85.27 15.00 
43.04 84.37 15.00 
44.23 83.55 15.00 
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u » j 4 


46 4fi 


76 07 


i ^ nn 

13 • U U 


50 


PPO PA 


2 10 


46 61 


76 29 


i r no 

lJ • UU 


50 


PRO CB 


1 68 


45 45 


75 34 
/ j • jfi 


1 5 on 

lJ . UU 


50 


ppo pg 


0 33 


45 Q6 


74 7Q 


1 5 nn 

13 • UU 


50 

J V 


ppn p 


2 77 


47 7Q 


/Dm 43 


1 r nn 
±D • uu 


50 

J V 


ppn n 


3 99 

.J . -7 «7 


47 06 


75 47 
/ D • 4 / 


1 nn 
lj • uu 


51 


VjJjiN IN 


1 96 


4ft 67 


74 ft6 
/ 4 • OO 


i ^ nn 
±3 . uu 




GLN CA 


2 . 48 


49 . 87 


74.18 


15 . 00 


51 


GLN CB 


1.37 


50.77 


73.66 


15.00 


51 


GLN CG 


2.00 


51.92 


72.85 


15.00 


51 


GLN CD 


2.33 


51.51 


71.46 


15.00 


51 


GLN 0E1 


1.83 


50.49 


70.97 


15.00 


51 


GLN NE2 


3.19 


52.26 


70.81 


15.00 


51 


GLN C 


3 .29 


50.70 


75.17 


15.00 



hts> 
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TABLE X 

51 GLN 0 4.21 51.38 74.79 15.00 

52 ASN N 2.93 50.65 76.45 15.00 
52 ASN CA 3.62 51.40 77.47 15.00 
52 ASN CB 2.96 51.15 78.82 15.00 
52 ASN CG 3.52 52.04 79.91 15.00 
52 ASN OD1 4.31 52.93 79.64 15.00 
52 ASN ND2 3.09 51.81 81.14 15.00 
52 ASN C 5.04 50.91 77.52 15.00 

52 ASN 0 5.98 51.71 77.54 15.00 

53 LEU N 5.19 49.60 77.57 15.00 
53 LEU CA 6.53 49.05 77.64 15.00 
53 LEU CB 6.40 47.59 77.98 15.00 
53 LEU CG 5.80 47.51 79.34 15.00 
53 LEU CD1 5.66 46.07 79.79 15.00 
53 LEU CD2 6.65 48.34 80.33 15.00 
53 LEU C 7.25 49.26 76.30 15.00 

53 LEU O 8.43 49.52 76.27 15.00 

54 VAL N 6.53 49.17 75.19 15.00 
54 VAL CA 7.19 49.34 73.89 15.00 
54 VAL CB 6.25 49.16 72.69 15.00 
54 VAL CGI 6.98 49.50 71.41 15.00 
54 VAL CG2 5.83 47.75 72.63 15.00 
54 VAL C 7.89 50.66 73.74 15.00 

54 VAL O 9.06 50.71 73.32 15.00 

55 ASP N 7.28 51.70 74.27 15.00 
55 ASP CA 7.87 53.05 74.15 15.00 
55 ASP CB 6.76 54.08 73.93 15.00 
55 ASP CG 5.70 53.58 72.94 15.00 
55 ASP OD1 5.95 52.76 72.00 15.00 
55 ASP OD2 4.60 54.09 73.02 15.00 
55 ASP C 8.68 53.42 75.33 15.00 

55 ASP O 9.58 54.23 75.23 15.00 

56 CYS N 8.38 52.90 76.50 15.00 
56 CYS CA 9.13 53.37 77.67 15.00 
56 CYS C 10.33 52.59 78.21 15.00 
56 CYS O 11.25 53.15 78.82 15.00 
56 CYS CB 8.16 53.80 78.81 15.00 

56 CYS SG 6.73 54.73 78.24 15.00 

57 VAL N 10.39 51.31 77.97 15.00 
57 VAL CA 11.49 50.47 78.46 15.00 
57 VAL CB 11.10 48.99 78.38 15.00 
57 VAL CGI 12.15 48.16 78.95 15.00 
57 VAL CG2 9.83 48.77 79.11 15.00 
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57 


VAL C 


12 . 66 


57 


VAL 0 


12.94 


58 


SER N 


13 .40 


58 


SER CA 


14.54 


58 


SER CB 


15. 13 


58 


SER OG 


15.02 


58 


SER C 


15.61 


58 


SER O 


16.39 


59 


GLU N 


15.66 


59 


GLU CA 


16. 66 


59 


GLU CB 


16.59 


59 


GLU CG 


16.98 


59 


GLU CD 


15.98 


59 


GLU OE1 


14.75 


59 


GLU OE2 


16.46 


59 


GLU C 


16.48 


59 


GLU 0 


17.36 


60 


ASN N 


15.31 


60 


ASN CA 


15. 00 


60 


ASN CB 


13 .64 


60 


ASN CG 


13 .69 


60 


ASN OD1 


12 .76 


60 


ASN ND2 


14.76 


60 


ASN C 


14 . 98 


60 


ASN 0 


15.26 


61 


ASP N 


14 . 67 


61 


ASP CA 


14 . 64 


61 


ASP CB 


15 38 


61 


ASP CG 


16 10 


61 

V JL 


ASP OD1 


16 04 


61 


ASP OD2 


16 .76 


61 


ASP C 


13 .28 


61 


ASP 0 


13 13 


62 


GLY N 


12 31 


62 


GLY CA 


10 9fl 


62 


GLY C 


10 49 




fT v r\ 
KsLiX U 


J.U. 04 


63 


CYS N 


9.98 


63 


CYS CA 


9.47 


63 


CYS C 


10.61 


63 


CYS 0 


10.41 


63 


CYS CB 


8.71 


63 


CYS SG 


7.16 



TABLE X 

50.67 77.55 15.00 
49.87 76.66 15.00 
51.73 77.79 15.00 
52.04 76.91 15.00 
53.44 77.26 15.00 

53.68 78.65 15.00 
50.98 76.86 15.00 
50.92 75.91 15.00 

50.15 77.91 15.00 
49.07 78.00 15.00 
48.34 79.35 15.00 

49.19 80.58 15.00 
50.33 80.88 15.00 
50.10 80.81 15.00 
51.46 81.17 15.00 

48.04 76.89 15.00 

47.20 76.67 15.00 
48.07 76.27 15.00 

47.16 75.19 15.00 
46.51 75.47 15.00 
45.49 76.59 15.00 

45.39 77.36 15.00 
44.68 76.63 15.00 
47.89 73.85 15.00 
49.09 73.79 15.00 
47.16 72.79 15.00 
47.72 71.44 15.00 

46.80 70.48 15.00 
47.57 69.36 15.00 

48.81 69.34 15.00 
46.92 68.52 15.00 
48.07 70.81 15.00 
48.13 69.60 15.00 

48.40 71.63 15.00 
48.67 71.11 15.00 
47.51 70.24 15.00 
46.38 70.57 15.00 
47.80 69.05 15.00 
46.79 68.11 15.00 
45.95 67.62 15.00 

45.05 66.81 15.00 
47.45 66.95 15.00 
48.19 67.39 15.00 
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64 GLY N 
64 GLY CA 
64 GLY C 

64 GLY O 

65 GLY N 
65 GLY CA 
65 GLY C 

65 GLY O 

66 GLY N 
66 GLY CA 
66 GLY C 

66 GLY O 

67 TYR N 
67 TYR CA 
67 TYR CB 
67 TYR CG 
67 TYR CD1 
67 TYR CE1 
67 TYR CD2 
67 TYR CE2 
67 TYR CZ 
67 TYR OH 
67 TYR C 

67 TYR 0 

68 MET N 
68 MET CA 
68 MET CB 
68 MET CG 
68 MET SD 
68 MET CE 
68 MET C 

68 MET O 

69 THR N 
69 THR CA 
69 THR CB 
69 THR OG1 
69 THR CG2 
69 THR C 

69 THR O 

70 ASN N 
70 ASN CA 
70 ASN CB 
70 ASN CG 



11.82 
12.94 
13.32 
14.37 
12.48 
12.76 
13.11 
13.33 
13.21 
13.50 
13.34 
12.91 
13.65 
13.55 
14.85 
16.13 
16.31 
17.51 
17.13 
18.32 
18.49 
19.63 
12.41 
12.00 
11.84 
10.72 
10.01 
9.14 
10.15 
10.37 
11.20 
10.55 
12.33 
12.91 
14.24 
15.16 
13.99 
13.15 
13.15 
13.42 
13.61 
14.23 
15.73 



TABLE X 

46.25 

45.47 

44.36 

43.74 

44.12 

43.06 

43.58 

44.80 

42.63 

43.00 

41.82 

40.73 

42.02 

40.94 

40.83 

40.41 

39.16 

38.78 

41.25 

40.83 

39.61 

39.12 

41.24 

42.40 

40.20 

40.40 

39.09 

38.63 

37.92 

36.10 

41.05 

41.92 

40.56 

41.02 

40.26 

40.38 

38.77 

42.55 

43.20 

43.10 

44.55 

44.95 

44.64 



68.06 

67.59 

68.55 

68.40 

69.55 

70.49 

71.88 

72.13 

72.80 

74.18 

75.15 

74.72 

76.42 

77.37 

78.19 

77.42 

76.96 

76.29 

77.20 

76.53 

76.08 

75.47 

78.31 

78.46 

78.88 

79.78 

80.00 

78.85 

77.61 

78.19 

81.10 

81.68 

81.59 

82.85 

83.21 

82.12 

83.56 

82.80 

83.83 

81.63 

81.51 

80.15 

80.08 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE X 



•7 A 

70 


ASN 


0D1 


16 . 28 


A A A A 

44 . 44 


78 . 98 


15. 00 


70 


ASN 


ND2 


16 . 41 


A A £ 1 

44 . 61 


81.22 


15.00 


*T A 

70 


ASN 


C 


1 A A*7 

12 .27 


AC O *1 

45 . 27 


81 . 66 


15.00 


*7 A 

70 


■» OXT 

ASN 


o 


1 A A >i 
12 .24 


il ^ il a 

46 . 42 


ao nn 

82 . 08 


15.00 


n i 
/I 


ALA 


XT 

N 


11 .20 


A A cn 

44 . 62 


A 1 1 A 

81.19 


15.00 


•7 1 

71 


ALA 


CA 


A OA 

9 . 84 


AC 1 ^ 

45.13 


81.24 


15.00 


71 


ALA 


CB 


O OC 

8 . 96 


A A 1 «7 

44 . 17 


80 . 50 


15.00 


*7 1 

71 


ALA 


C 


A 1Q 

9.39 


45 . 23 


on A 

62 . 69 


15.00 


/l 


ALA 


o 


8 . 79 


AC AO 

46 . 23 


AO 1 

83 . 13 


i r a a 

15.00 


*7*7 


PHE 


XT 

N 


Q *7 A 

9 . / 2 


A A 1*7 

44 . 17 


83 . 43 


15 . 00 


*7 O 


PHE 


s**x 

CA 


A O O 

9 .39 


>f il AA 

44 . 09 


84 . 87 


15 . 00 


•7 a 

72 


PHE 


CB 


A ^"7 

9 . 67 


42 . 66 


85.39 


15 . 00 


"7A 

72 


PHE 


CG 


a on 

8 . 80 


41 . 59 


84.75 


15. 00 


*7A 

72 


PHE 


CD1 


O CO 

7 . 52 


A 1 AO 

41 . 87 


A il ~* 

84 . 33 


15.00 


*7A 

72 


PHE 


CD2 


9.28 


An ~* a 

40 .32 


84.57 


15.00 


*7 A 

72 


PHE 


/Ml 1 ) 

CE1 


^ A A 

6 . 73 


40 .91 


83 .73 


15.00 


*7 A 

/2 


PHE 


CE2 


8 . 50 


OA O C 

39 . 35 


AO A A 

83 .98 


15.00 


*7 A 

/ 2 


PHE 


CZ 


•7 *17 

7 . 23 


39 . 64 


83 . 56 


^ P A A 

15 . 00 


•to 

/2 


PHE 


c 


1 A 1 A 

10 • 19 


AC C\ CS 

45 . 09 


85 . 71 


15 . 00 


•7*7 


PHE 


Ai 

o 


A A "7 

9 .73 


ac c n 

45 . 60 


86.72 


15 . 00 




r*T XT 

GLN 


XT 

N 


11 >i 1 
11 . 41 


ac o o 
45 .38 


85.28 


c A A 

15 . 00 


i 5 


GLN 


CA 


1 A AA 

12 . 27 


AC *5 

46 .36 


nc A *T 

85.97 


15 . 00 


*7 O 


XT 

GLN 


CB 


^ o a ji 
13 . 74 


46.30 


ac a **r 

85.47 


15.00 


*7 *7 

73 


GLN 


CG 


^ A *J A 

14 . 74 


46 . 94 


86 .38 


15.00 


*70 

73 


GLN 


CD 


14. 58 


46 . 42 


87.78 


15.00 


*7 0 

73 


GLN 


0E1 


14. 18 


45.26 


87.96 


15.00 


73 


GLN 


NE2 


14.76 


47 . 28 


88.79 


15 . 00 


•7 O 

73 


GLN 


C 


11. 74 


47 . 79 


85. 84 


15 .00 


*70 

73 


GLN 


0 


11 . 83 


48 . 57 


86.78 


15 . 00 


O A 

74 


TYR 


N 


11.23 


48 . 14 


84 . 67 


15.00 


*7 il 

74 


TYR 


CA 


10 . 67 


49 . 45 


84 .41 


15 . 00 


1 A 

74 


TYR 


CB 


^ A yf O 

10 . 48 


An f a 

49 . 62 


82.93 


15 . 00 


*7 il 

74 


TYR 


CG 


a CO 

9. 52 


50 . 72 


82 .59 


15.00 


H A 

74 


TYR 


CD1 


n A A 

9. 90 


51 . 97 


82 .44 


15.00 


•7 A 

74 


TYR 


CE1 


8.98 


p» <s A A 

53 . 00 


82.06 


15.00 


*7 il 

74 


TYR 


CD2 


o A f 

8.25 


50 . 50 


82 . 38 


15.00 


74 


TYR 


CE2 


7.39 


51.55 


82.01 


15.00 


74 


TYR 


CZ 


7.74 


52.77 


81.85 


15.00 


74 


TYR 


OH 


6.87 


53.67 


81.39 


15.00 


74 


TYR 


C 


9.35 


49.64 


85.16 


15.00 


74 


TYR 


0 


9.04 


50.74 


85.58 


15.00 


75 


VAL 


N 


8.60 


48.58 


85.39 


15.00 


75 


VAL 


CA 


7.35 


48.70 


86.13 


15.00 
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75 VAL CB 


6 46 


75 VAL CGI 


5 15 

■J • X J 


75 VAL CG2 


6 10 


75 VAL C 


7 63 


75 VAL O 


6 99 


76 GLN N 


8 69 


76 GLN PA 


9 19 
7 > xz 


76 GLN PB 


10 10 


76 GLN PG 


10 55 

XV . D J 


7 6 GLN PD 


11 76 


76 GLN OE1 


12 14 

XZ • X*4 


76 GLN NE2 


12 37 

XZ . J 1 


76 GLN C 


9 7ft 


76 GLN O 


9 37 


77 LY^ N 


10 79 
X u . / z 


77 T,Y^ PA 


11 40 

X X • *% V 


77 LY9 PR 


12 56 

XZ • JO 


77 LY^ PG 


13 90 


77 LY9 Pn 


14 99 


77 LY<5 PR 


15 1ft 

X J • X o 


77 LY9 N7, 


16 90 


77 LYQ P 


io m 

XU • Jl 


77 LY^ O 


1 0 73 

XU • / J 


7ft AON N 


9 50 

-? . JU 


7ft ACM PA 


O • Dx 


7ft AON PP 


7 84 


7ft ACM pn 


/ • ID 


7ft acu nni 


7 70 


7 ft A^N NT>9 


^ 93 


78 ASN P 


7 44 


78 ASN O 


6 ft9 


7 9 ARG N 

f J AXWJ IH 


7 15 


79 ARG PA 


6 14 


7 9 ARft PR 


6 97 

D . Z / 


79 ARG PG 


7 5ft 


79 arg rn 


7 76 




O . OD 


79 ARG CZ 


6.30 


79 ARG NH1 


6.95 


79 ARG NH2 


5.21 


79 ARG C 


4.77 


79 ARG 0 


3.80 


80 GLY N 


4.66 



TABLE X 

47.47 85.92 15.00 

47.64 86.74 15.00 

47.32 84.44 15.00 

48.95 87.62 15.00 

49.76 88.26 15.00 

48.31 88.13 15.00 

48.47 89.51 15.00 
47.35 89.89 15.00 
47.31 91.38 15.00 

46.41 91.65 15.00 
46.22 92.80 15.00 
45.85 90.59 15.00 
49.88 89.59 15.00 
50.72 90.39 15.00 
50.19 88.69 15.00 

51.49 88.72 15.00 

51.50 87.72 15.00 
52.85 87.44 15.00 

52.70 86.33 15.00 
51.56 86.62 15.00 
51.34 85.56 15.00 

52.71 88.55 15.00 

53.76 89.17 15.00 

52.55 87.70 15.00 
53.59 87.37 15.00 
53.25 86.04 15.00 

54.42 85.42 15.00 
55.49 85.36 15.00 
54.22 84.95 15.00 
53.69 88.42 15.00 

54.77 88.64 15.00 

52.56 89.05 15.00 

52.48 90.08 15.00 
53.65 91.07 15.00 
53.69 91.85 15.00 

55.00 92.63 15.00 
55.34 93.55 15.00 
54.65 94.63 15.00 
53.54 94.96 15.00 

55.01 95.31 15.00 
52.46 89.43 15.00 
52.99 90.00 15.00 

51.78 88.30 15.00 
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ft A 

80 


GLY CA 


3.39 


O A 

80 


GLY C 


A "5 A 

3 • 39 


O A 

80 


GLY O 


4 .32 


81 


ILE N 


A A A 

2 .30 


81 


ILE CA 


2 . 03 


81 


ILE CB 


A ^ ft 

2 .38 


81 


ILE CG2 


1.41 


81 


ILE CGI 


A A ft 

2 . 48 


81 


ILE CD1 


2 . 67 


A 

81 


ILE C 


A C A 

0 . 57 


A "1 

81 


ILE 0 


A A 

-0 . 33 


A A 

82 


ASP N 


A AC 

0 .35 


A A 

82 


ASP CA 


i ft i 
-1 . 01 


O A 

82 


ASP CB 


A A 1 

-0 . 91 


A A 

82 


ASP CG 


-0 . 45 


A A 

82 


ASP OD1 


A C A 

0 . 52 


Q A 

82 


ASP OD2 


-1 .08 


A A 

82 


ASP C 


-1 ,87 


A A 

82 


ASP 0 


-1.39 


A A 

83 


SER N 


-3 .16 


A A 

83 


SER CA 


-4 .11 


A A 

83 


SER CB 


-5 .54 


83 


SER OG 


•5.97 


83 


SER C 


-4.14 


83 


SER 0 


-3 .48 


84 


GLU N 


-4.79 


84 


GLU CA 


-4 .92 


84 


GLU CB 


-5 .77 


84 


GLU CG 


-5 .57 


84 


GLU CD 


-4 .09 


A Jl 

84 


GLU OE1 


-3 .52 


A A 

84 


GLU OE2 


-3 .46 


A A 

84 


GLU C 


-5.65 


A A 

84 


GLU 0 


-5.13 


A C 

85 


ASP N 


-6.84 


85 


ASP CA 


-7 .68 


85 


ASP CB 


-9.03 


85 


ASP CG 


-9.94 


85 


ASP OD1 


-10.32 


85 


ASP OD2 


-10.26 


85 


ASP C 


-7.01 


85 


ASP O 


-7.29 


86 


ALA N 


-6.11 



TABLE X 

51.70 87.64 15.00 

51.50 86.16 15.00 

51.90 85.43 15.00 

50.87 85.73 15.00 
50.55 84.34 15.00 
49.06 83.98 15.00 

48.10 84.64 15.00 

48.88 82.46 15.00 

47.47 82.00 15.00 

50.92 84.01 15.00 
50.73 84.82 15.00 
51.53 82.85 15.00 

51.93 82.43 15.00 
52.93 81.27 15.00 

54.32 81.71 15.00 
54.88 81.14 15.00 

54.84 82.64 15.00 

50.76 82.00 15.00 
49.64 81.87 15.00 
51.03 81.87 15.00 
50.02 81.42 15.00 
50.23 82.00 15.00 
51.58 81.87 15.00 
50.20 79.91 15.00 

51.11 79.34 15.00 

49.26 79.24 15.00 

49.33 77.79 15.00 
48.16 77.25 15.00 

47.95 75.77 15.00 
47.91 75.42 15.00 
48.88 74.89 15.00 
46.90 75.73 15.00 
50.62 77.45 15.00 

51.48 76.76 15.00 

50.77 78.03 15.00 

51.96 77.78 15.00 

51.85 78.51 15.00 

53.12 78.30 15.00 

53.78 79.30 15.00 
53.46 77.15 15.00 

53.27 78.08 15.00 
54.29 77.43 15.00 
53.26 79.05 15.00 
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TABLE X 



86 


ALA CA 


-5 41 

•J * ** X 


54 47 


70, 1 Q 
/ J . 0 o 


1 C AA 


86 


ALA CB 


-4 88 


54 3ft 

D 4 . O o 


fio fin 


1 C AA 


86 


ALA C 


-4 27 


54 73 


78 1 0 


1 C AH 


86 


ALA 0 


-4 00 


55 89 


7R 07 
/ O . U / 


1 C AA 


87 


TYR N 


-3 69 


53 66 

J J . DO 


77 fil 


1 C AA 


87 


TYR CA 


-2 57 


53 78 
J J . / o 


76 ftfl 


i c ah 


87 


TYR CB 


-1 24 

X • 4b at 


53 68 


77 6*; 


1 C A A 

Id - UU 


87 


TYR CG 


0 04 


54 14 

•J *» . X4 


77 on 


1 R A A 

±D . UU 


87 


TYR CD1 


0 10 

V « X V 


54 44 


75 56 

/ J. JO 


1 R OA 

ID . UU 


87 


TYR CE1 


1 32 


54 83 

J4 . OJ 


74 Qfi 

/%. JO 


1 C A A 

Id . UU 


87 


TYR CD2 


1 .21 


54 26 


77 fid 


1C OA 

XD . UU 


87 


TYR CE2 


2 .42 


54 65 


77 11 


XD . UU 


87 


TYR CZ 


2 49 


54 94 


75 PA 

/J.OO 


1 R AA 
XD . UU 


87 


TYR OH 


3 71 


55 9Q 

3 3 • 4b «7 


75 9Q 

/ o . 4b y 


1 C AA 

XD • UU 


87 




-2 68 


59 66 
• DO 


75 Ql 
/ D . OO 


1 5 A A 
XD . UU 


87 




-2 00 

4b • v/w 


51 61 
DX . DO 


75 Q9 
/ D . 17Z 


1 5 A A 
1j . UU 


88 


PRO N 


-3 51 

J • ->x 


59 Qn 

DZ • 


7/ 70 


1 C AA 

XD . UU 


88 


PRO CD 
mw v»x* 


-4 51 


51 Q7 


7 A 7C 


1 C AA 
XD . UU 


88 

o o 


PRO PA 


-i 7*; 


51 Q4 


71 "71 
/O . / 1 


1 C A A 
XD • UU 


88 


PRO PR 


-4 87 


59 69 


79 OO 
/Z,7U 


1 C AA 
XD . UU 


88 


PRO PC 


-5 64 


51 11 


71 Qfl 
/ 0 . JO 


1 C AA 

Id . U0 


88 


PRO P 


-9 59 


5 1 69 


79 Qvi 


1 C AA 

Id . U0 


88 


PRO O 


-1 59 


59 AO 
jx • 4Z 


79 7 0 
/ Z . / U 


1 C AA 
XD . UU 


89 


TYR N 

A **V IX 


-2 58 

^ • JO 


50 AO 

JU • 4Z 


79 9 A 
/ Z . Z 4 


1 5 OA 
XD • UU 


89 


TYR PA 

X XXV V«A 


-1 54 


4Q 87 


71 1 fi 


1 5 OO 
XD . UU 


89 


TYR PR 

X X XV Vi 1 > 


-1 64 


48 34 
40 • 04 


71 A 7 
/ X . 4 / 


1 5 OO 
XD . UU 


89 


TYR CG 


-0 54 

V# a — »*» 


47 59 


70 8A 
/ v • 04 


1 5 OO 
XD • U U 


89 


TYR PD1 

* XXV v«xvx 


0 79 


47 78 

4 / • / O 


71 11 


1 5 OO 
XD • U U 


89 


TYR CE1 


1 83 


47 13 


70 79 

/ U . / 4b 


1 5 00 
XD . U U 


89 


TYR PH9 
X XXV v*w«« 


-0 80 


46 69 

HO • 0 27 


6Q 76 
OJ? . / O 


1 5 OO 
XD . UU 




TVR 

X XJ\ V.£»4& 


o 90 


A6 01 
4D • UJ 


CQ T C 


1 C AA 
XD . UU 


89 


TYR P7 
x xx\ v»<w 


1 51 

X • JJ 


Zl6 OA 
4 D • Z4 


^ 1 

oy . oi 


1 C AA 
XD . UU 


89 


TYR OH 


2 55 


A 5 61 


Afi Ol 
OO . 170 


1 C AA 
XD . UU 


89 


TYR P 


-1 71 
X • / O 


50 1 0 
D U . 0 U 




1 C AA 
XD . UU 


89 


TYR O 
i xrv vy 


-2 81 

4b • Ox 


50 1 £ 


. 0 O 


1 C AA 

XD . UU 


90 


VAT- M 


-o 65 


50 71 
JU • / O 




1 C AA 
XD • UU 




XfAT PR 


o 




D / • OO 


15 . 00 


90 


VAL CB 


-0.15 


52.67 


67.11 


15.00 


90 


VAL CGI 


-0.81 


53.58 


68.80 


15.00 


90 


VAL CG2 


1.34 


52.68 


67.96 


15.00 


90 


VAL C 


0.11 


50.36 


66.90 


15.00 


90 


VAL 0 


-0.09 


50.40 


65.68 


15.00 


91 


GLY N 


1.05 


49.58 


67.43 


15.00 
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TABLE X 



Q 1 

y x 


PT \r 
bLY 


pa 
CA 


1 QC 
X . ob 


AO TC 

4o • lZ> 


c c c c 
66 . 55 


1 C ft ft 

15 . 00 


y x 


f*T V 


p 


0 1 y! 
J • X4 


AO An 
4y • 42 


oo . XX 


1 C ft ft 

15 . 00 


Q 1 

y x 


pT XT 


p 
U 


0 Ql 

3 . oX 


AO on 
4b . 32 


CC 1 o. 

65 . 19 


1 C ft ft 

15 . 00 


OO 






0 Rl 
3 . OX 


RH RO 

5U • 32 


cc nc 
bo . /b 


1 C ft ft 

15 . 00 


QO 
VZ 


pr »j 


P7V 


A OR 
4 . / 3 


R 1 1 O 
DX • X / 


OO . 39 


1 C ft ft 

15 . 00 


y2 


pT WT 


PT3 


A RO 
4 • 33 


RO 1 1 
32 . XX 


£R O O 

ob • 2 J 


1 C ftft 

15 • 00 


JZ 




pp 


0 7 1 
J • J X 


RO OO 


ob . 4o 


1 C ftft 

15 - 00 


QO 


PT /M 


CD 




R4 7 1 
34 . J X 


o4 . oX 


i c nn 
lb • 00 


y Z 


f^T XT 


ni?1 
Ur»X 


O £ Q 
Z . DO 


KA HA 
34 • 04 


£7 oo 

03 . y2 


1 c nft 
lb . 00 


l7i 






4 .41 


rr 1 n 
jj . XU 


C C OR 

ob • 2b 


1 R ftft 

15 • 00 


y2 




p 

C 


R 0/1 
D • j4 


CI QO 


£0 CO 
O / « DO 


1 c nn 
lb . 00 


oo 


pt m 


p 
U 


4 . / 2 


CO o c 
b2 .2d 


CO CO 

66 . do 


1 c nn 
lb . 00 


Q O 

yj 


PT Tt 

GLU 


XT 

N 


c r*7 
O . b / 


CO >l ft 

52 .40 


cn o ft 
67 . 30 


1 C ftft 

15 . 00 


Q "3 

y j 


pT TT 

GLU 


p» 

LA 


O O O 
/ .J J 


C Oft 

D J . 20 


CO o c 
oo • 2b 


•i c n n 
15 . 00 


y o 


PT TT 
GLU 


PT3 


O 0 1 

o - oX 


CO n o 
3 J • Uo 


£*7 ft 1 

67 . 91 


1 c n n 
lb . 00 


JJ 


PT TT 


pp 

CG 


y . jo 


C 1 £ c 

5X . OD 


CO T C 

68 . 15 


i c n n 
15 . 00 


00 


r»T TT 
GLU 


pn 


1 fl RO 
XU • jj 


R 1 O Q 

bX .25 


CO O O 

67 . 38 


i c nn 
15 . 00 


OO 

y j 


pT Tt 


Of 1 
UfiX 


1 n qo 
XU • o / 


CI QA 

DX . 34 


CC O A 

oo . 34 


i c nn 
lb . 00 


y 3 


pT TT 




11 7 1 
XX . Jl 


en ic 


co on 

Of, OK) 


1 c nn 
lb • 00 


Q7 

JJ 


f'T TT 


p 
c 


£ PR 
0 • Ob 


R>l CC 

54 . bo 


CO o c 
oo . 2 o 


i c nn 
Xb . OU 


QO 


PT TT 


p 
U 


a aq 
b • 4o 


c r n A 
z>D . 24 


CO O /I 

o / • 24 


1 c nn 
lb . 00 


y4 


PT TT 


XT 


o . /y 


c c on 
DO .20 


CO A C 

by . 4b 


1 c nn 
lb • 00 


y4 


PT TT 
GLU 


p» 

CA 


O.JO 


bo . bo 


co cn 
69 . 67 


1 c nft 
15 . 00 


Oil 

y4 


PT TT 
GLU 


Co 


it 

4 . oJ 


C£ *T ft 

56 .70 


co cn 
69 . 62 


i c nn 
15 . 00 


Oil 

y4 


PT TT 
GLU 


pp 
CG 


4.0/ 


5b . 48 


n ft ft a 

70 . 04 


1 C ftft 

15 . 00 


o/i 


TT 

GLU 


pTN 

CD 


O O C 

2 .76 


55 . 78 


n f\ *t ft 

70 . 70 


t C ftft 

15 . 00 


Oil 

y4 


GLU 


pt?i 


X . 33 


C ^ C ft 

56 . 60 


n ft i ii 

70 . 14 


"1 C ftft 

15 . 00 


OA 

y 4 


PT Tl 

GLU 


OE2 


O C1 

2.51 


c c o ^ 
55 . 26 


n t oi 

71 . 81 


1 C ftft 

15 . 00 


y 4 


PT TT 

GLU 


C 


£ O C 
0 . CO 


C ^ ft o 

56 . 98 


71 . 01 


•i e ftft 

15 . 00 


y4 


PT TT 

GLU 


p 


O 1 C 

/ . Id 


C C 1 o 

56 . 12 


n i o ii 
71 . 84 


1 C ftft 

15 . 00 


y d 


SER 


"XT 

N 


o . yo 


CO Oft 

58 . 29 


n i o o 
71 . 23 


1 C ftft 

15 . 00 


QC 

y d 


oJbR 


p» 

CA 


l .4 / 


CO o o 

58 . 78 


O O CO 

72 . 52 


1 C ftft 

15 . 00 


OR 

yo 


OLA 


PTJ 


/ - 2 O 


en no 
60 . 29 


n o co 
72 . 63 


1 C ft ft 

15 . 00 


273 


ohR 


PP 

OG 


o . 14 


c ft n o 
60 . 73 


O 1 o c 

71 . 85 


1 C ftft 

15 . 00 


OR 


Ct»D 

br»K 


p 


c no 
O . 78 


CO ft 

58 . 06 


n o oft 

73 . 70 


1 C ftft 

15 . 00 


Q R 

y b 


SER 


p 


D . 61 


c n c ft 
57 . 59 


O "5 CO 

73 . 59 


1 C ftft 

15 . 00 


96 


CYS 


N 


7.52 


57.90 


74 .80 


15. 00 


96 


CYS 


CA 


6.93 


57.30 


75.96 


15.00 


96 


CYS 


C 


5.80 


58.23 


76.33 


15.00 


96 


CYS 


0 


6.00 


59.44 


76.37 


15.00 


96 


CYS 


CB 


7.95 


57.27 


77.09 


15.00 


96 


CYS 


SG 


7.32 


56.63 


78.67 


15.00 


97 


MET 


N 


4.58 


57.73 


76.42 


15.00 
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97 MET CA 


3 .46 


97 MET CB 


2,40 


97 MET CG 


2.95 


97 MET SD 


1.74 


97 MET CE 


0.27 


97 MET C 


2.79 


97 MET 0 


1.57 


98 TYR N 


3.59 


98 TYR CA 


3.09 


98 TYR CB 


4.25 


98 TYR CG 


3.71 


98 TYR CD1 


2.99 


98 TYR CE1 


2.42 


98 TYR CD2 


3 .86 


98 TYR CE2 


3.30 


98 TYR CZ 


2.59 


98 TYR OH 


1.99 


98 TYR C 


2.17 


98 TYR 0 


2 .56 


99 ASN N 


0.97 


99 ASN CA 


-0.01 


99 ASN CB 


-1.39 


99 ASN CG 


-2 .41 


99 ASN OD1 


-2 .15 


99 ASN ND2 


-3 .60 


99 ASN C 


-0.17 


99 ASN 0 


-0.87 


100 PRO N 


0.31 


100 PRO CD 


0.81 


100 PRO CA 


0.20 


100 PRO CB 


0.80 


100 PRO CG 


1.64 


100 PRO C 


-1.25 


100 PRO O 


-1.49 


101 THR N 


-2.22 


101 THR CA 


-3 .61 


101 TKR PR 

XUX 1X1A \*D 


— ** .DO 


101 THR OG1 


-5.12 


101 THR CG2 


-3.91 


101 THR C 


-4.09 


101 THR O 


-5.05 


102 GLY N 


-3.50 


102 GLY CA 


-3.90 



TABLE X 

58.59 76.84 15.00 
58.64 75.75 15.00 
58.79 74.35 15.00 
59.21 73.09 15.00 

58.48 73.83 15.00 
58.10 78.14 15.00 
58.06 78.24 15.00 
57.79 79.15 15.00 
57.31 80.45 15.00 
56.91 81.37 15.00 
56.31 82.64 15.00 

55.13 82.59 15.00 

54.60 83.75 15.00 
56.96 83.88 15.00 
56.45 85.03 15.00 

55.27 84.95 15.00 
54.70 86.05 15.00 
58.29 81.19 15.00 
59.42 81.48 15.00 
57.85 81.49 15.00 
58.66 82.21 15.00 

58.64 81.52 15.00 

59.49 82.25 15.00 
59.98 83.35 15.00 

59.65 81.65 15.00 
58.09 83.63 15.00 
57.05 83.81 15.00 
58.84 84.66 15.00 
60.23 84.63 15.00 
58.38 86.04 15.00 
59.53 86.83 15.00 

60.28 85.79 15.00 

58.14 86.50 15.00 
57.37 87.41 15.00 
58.73 85.82 15.00 
58.53 86.23 15.00 

59.63 85.74 15.00 
59.28 84.45 15.00 
60.96 85.67 15.00 
57.21 85.69 15.00 

56.64 86.24 15.00 
56.77 84.58 15.00 
55.51 83.98 15.00 
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102 


GLY 


Q 


-3.31 


102 
x \j 


GIiY 


o 


-3 63 


103 

■X \J -J 


LYS 

XJ A »j 


M 


-2 . 50 


103 


LYS 


CA 

\*n 


-1.87 


103 


LYS 

XJ X •»? 


CB 

LXJ 


-1. 06 


103 


LYS 


CG 


-0.26 


103 


LYS 

XJ X 


CD 


-0 . 09 


103 


LYS 


CE 


-1 . 41 


103 

X W J 


LYS 

XJ X hJ 


NZ 


-1 62 


103 


LYS 

XJ X w 


r 


-2 90 


103 


LYS 


o 


-3 .84 


104 


ALA. 

nun 


N 

xn 


-2 70 


104 


ALA 


CA 


-3 , 60 


104 


ALA 


CB 


-4 . 23 


104 


ALA 

nun 


c 


-2 81 


104 


ALA 


o 


-3 37 

-j • -j * 


105 


ALA 


N 


-1 49 


105 


ALA 


CA 


-0 .72 


105 


ALA 


CB 


-0 . 65 


105 


ALA 


c 


0 • 66 


105 


ALA 


o 


1 21 

X . A* X 


106 


LYS 

XJ X w 


N 


1 18 

X . xo 


106 


LYS 

Uiw 


CA 


2 49 


106 

X u u 


LYS 

XJ X «j 


CB 


2 33 


106 

Jk V/ W 


LYS 


CG 


1 94 


106 

X V W 


LYS 


CD 
wxs 


2 39 


106 


LYS 

XJ X i9 


CE 


3 90 


106 

X u u 


XJ X O 


M7. 

LMXi 


4 6ft 
^« . wo 


106 

X \J VJ 


LYS 

XJ X W 


c 


3 31 

■J * J X 


106 


LYS 

XJ X o 


o 

w 


2 78 


107 


CYS 


N 

Xl| 


4 58 

T« • JO 


107 


CYS 


CA 

wJ7\ 


5 44 


107 


CYS 


CB 


5 96 


107 


CYS 


SG 


7 11 


107 


CYS 




6 58 


107 






7 13 


1 AO 


ARG 


N 


6 . 93 


108 


ARG 


CA 


8.03 


108 


ARG 


CB 


7.57 


108 


ARG 


CG 


7.03 


108 


ARG 


CD 


6.66 


108 


ARG 


NE 


6.16 


108 


ARG 


CZ 


6.83 



TABLE X 

54.30 84.66 15.00 

53.16 84.25 15.00 

54.52 85.70 15.00 

53.41 86.40 15.00 
53.93 87.58 15.00 
52.86 88.29 15.00 
53.20 89.77 15.00 
52.95 90.56 15.00 

51.48 90.82 15.00 
52.38 86.85 15.00 
52.70 87.56 15.00 
51.13 86.45 15.00 
50.03 86.82 15.00 

49.45 85.59 15.00 
48.95 87.53 15.00 
48.03 88.10 15.00 
49.07 87.52 15.00 
48.05 88.20 15.00 

46.80 87.34 15.00 

48.46 88.70 15.00 

49.47 88.26 15.00 
47.64 89.63 15.00 

47.81 90.27 15.00 
48.37 91.70 15.00 

49.82 91.78 15.00 

50.49 93.08 15.00 

50.73 93.15 15.00 
49.45 93.03 15.00 
46.52 90.33 15.00 

45.42 90.25 15.00 
46.66 90.67 15.00 

45.50 90.73 15.00 
45.28 89.31 15.00 
43.91 89.12 15.00 

45.74 91.71 15.00 
46.84 91.75 15.00 
44.73 92.50 15.00 
44.94 93.42 15.00 
44.79 94.87 15.00 
43.41 95.26 15.00 
43.37 96.77 15.00 
42.05 97.15 15.00 
40.90 96.99 15.00 
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108 


ARG NH1 


8,05 


108 


ARG NH2 


6.25 


108 


ARG C 


9.24 


108 


ARG 0 


9.94 


109 


GLY N 


9.47 


109 


GLY CA 


10.58 


109 


GLY C 


10.15 


109 


GLY 0 


9.05 


110 


TYR N 


10.97 


110 


TYR CA 


10.68 


110 


TYR CB 


10.79 


110 


TYR CG 


12.20 


110 


TYR CD1 


12.66 


110 


TYR CE1 


13 .95 


110 


TYR CD2 


13.08 


110 


TYR CE2 


14.35 


110 


TYR CZ 


14.80 


110 


TYR OH 


16. 07 


110 


TYR C 


11.67 


110 


TYR 0 


12.72 


111 


ARG N 


11.36 


111 


ARG CA 


12.26 


111 


ARG CB 


11.86 


111 


ARG CG 


11.78 


111 


ARG CD 


12.04 


111 


ARG NE 


13.43 


111 


ARG CZ 


13.89 


111 


ARG NH1 


15.19 


111 


ARG NH2 


13 .04 


111 


ARG C 


12.24 


111 


ARG 0 


11.17 


112 


GLU N 


13 .43 


112 


GLU CA 


13 .63 


112 


GLU CB 


15.09 


112 


GLU CG 


15.46 


112 


GLU CD 


15.38 


112 






112 


GLU OE2 


16.47 


112 


GLU C 


13.36 


112 


GLU 0 


13.00 


113 


ILE N 


13.55 


113 


ILE CA 


13 .36 


113 


ILE CB 


12.20 



TABLE X 

40.88 96.47 15.00 

39.76 97.31 15.00 

44.06 93.14 15.00 

43.63 94.07 15.00 

43.78 91.85 15.00 

42.92 91.49 15.00 

41.85 90.50 15.00 

41.91 89.95 15.00 
40.81 90.37 15.00 
39.71 89.47 15.00 
40.15 88.01 15.00 
40.50 87.61 15.00 
41.85 87.79 15.00 
42.21 87.41 15.00 
39.49 87.02 15.00 
39.80 86.64 15.00 
41.19 86.83 15.00 
41.57 86.47 15.00 
38.57 89.72 15.00 
38.78 90.34 15.00 
37.37 89.26 15.00 
36.23 89.43 15.00 
35.41 90.67 15.00 

36.26 91.94 15.00 
35.36 93.15 15.00 

34.92 93.18 15.00 

33.89 93.89 15.00 
33.60 93.83 15.00 
33.14 94.59 15.00 
35.31 88.24 15.00 
35.05 87.66 15.00 
34.83 87.90 15.00 

33.90 86.82 15.00 
33.97 86.40 15.00 
35.25 85.64 15.00 
35.07 84.12 15.00 
35.12 83.56 15.00 
34.88 83.50 15.00 
32.48 87.30 15.00 

32.27 88.44 15.00 

31.53 86.41 15.00 
30.12 86.72 15.00 

29.54 85.92 15.00 
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TABLE X 








113 


ILE 


CG2 


12.22 


28.02 


85 


.90 


15.00 


113 


ILE 


CGI 


10.91 


30.06 


86 


.51 


15.00 


113 


ILE 


CD1 


9.69 


29.82 


85 


.68 


15.00 


113 


ILE 


C 


14.68 


29.49 


86 


.33 


15.00 


113 


ILE 


0 


15.33 


29.97 


85 


.44 


15.00 


114 


PRO 


N 


15.20 


28.55 


87 


.13 


15.00 


114 


PRO 


CD 


14.60 


28.07 


88 


.38 


15.00 


114 


PRO 


CA 


16.49 


27.87 


86 


.88 


15.00 


114 


PRO 


CB 


16.38 


26.62 


87 


.77 


15.00 


114 


PRO 


CG 


15.73 


27.17 


88 


.97 


15.00 


114 


PRO 


C 


16.69 


27.54 


85 


.40 


15.00 


114 


PRO 


0 


15.93 


26.78 


84 


.83 


15.00 


115 


GLU 


N 


17.71 


28.13 


84 


.80 


15.00 


115 


GLU 


CA 


18.03 


28.00 


83 


.38 


15.00 


115 


GLU 


CB 


19.41 


28.59 


83 


.11 


15.00 


115 


GLU 


CG 


19.58 


29.05 


81 


.64 


15.00 


115 


GLU 


CD 


20.85 


29.87 


81 


.42 


15.00 


115 


GLU 


OE1 


20.80 


31.11 


81. 


.48 


15.00 


115 


GLU 


OE2 


21.91 


29.28 


81. 


.19 


15.00 


115 


GLU 


C 


17.96 


26.62 


82. 


.77 


15.00 


115 


GLU 


0 


18.99 


25.96 


82. 


.65 


15.00 


116 


GLY 


N 


16.78 


26.24 


82. 


.28 


15.00 


116 


GLY 


CA 


16.64 


24.93 


81. 


.66 


15.00 


116 


GLY 


C 


15.95 


23.89 


82. 


.52 


15.00 


116 


GLY 


0 


15.82 


22.73 


82. 


.13 


15.00 


117 


ASN 


N 


15.49 


24.30 


83. 


70 


15.00 


117 


ASN 


CA 


14.84 


23.38 


84. 


61 


15.00 


117 


ASN 


CB 


15.29 


23.66 


86. 


03 


15.00 


117 


ASN 


CG 


14.55 


22.85 


87. 


06 


15.00 


117 


ASN 


OD1 


13.47 


22.36 


86. 


81 


15.00 


117 


ASN 


ND2 


15.14 


22.73 


88. 


25 


15.00 


117 


ASN 


C 


13.34 


23.50 


84. 


47 


15.00 


117 


ASN 


0 


12.71 


24.37 


85. 


05 


15.00 


118 


GLU 


N 


12.78 


22.55 


83. 


74 


15.00 


118 


GLU 


CA 


11.35 


22.52 


83. 


45 


15.00 


118 


GLU 


CB 


11.10 


21.52 


82. 


33 


15.00 


118 


GLU 


CG 


10.04 


21.91 


81. 


37 


15.00 


118 


GLU 


CD 


9.94 


20.95 


80. 


16 


15.00 


118 


GLU 


OE1 


8.82 


20.50 


79. 


88 


15.00 


118 


GLU 


OE2 


10.96 


20.58 


79. 


52 


15.00 


118 


GLU 


C 


10.45 


22.18 


84. 


64 


15.00 


118 


GLU 


0 


9.30 


22.61 


84. 


67 


15.00 


119 


LYS 


N 


10.97 


21.46 


85. 


63 


15.00 
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119 LYS CA 
119 LYS CB 
119 LYS CG 
119 LYS CD 
119 LYS CE 
119 LYS NZ 
119 LYS C 

119 LYS 0 

120 ALA N 
120 ALA CA 
120 ALA CB 
120 ALA C 

120 ALA 0 

121 LEU N 
121 LEU CA 
121 LEU CB 
121 LEU CG 
121 LEU CD1 
121 LEU CD2 
121 LEU C 

121 LEU O 

122 LYS N 
122 LYS CA 
122 LYS CB 
122 LYS CG 
122 LYS CD 
122 LYS CE 
122 LYS NZ 
122 LYS C 

122 LYS O 

123 ARG N 
123 ARG CA 
123 ARG CB 
123 ARG CG 
123 ARG CD 
123 ARG NE 
123 ARG CZ 
123 ARG NH1 
123 ARG NH2 
123 ARG C 

123 ARG O 

124 ALA N 
124 ALA CA 



10.15 
10.74 
9.69 
8.84 
7.78 
7.03 
10.02 
9.02 
11.01 
10.99 
12.36 
9.95 
9.39 
9.79 
8.83 
9.06 
8.06 
8.05 
8.42 
7.43 
6.59 
7.17 
5.83 
5.81 
4.49 
4.61 
5.26 
5.14 
5.34 
4.13 
6.27 
5.90 
6.95 
7.05 
8.15 
9.44 
10.56 
10.58 
11.71 
5.71 
5.12 
6.31 
6.16 



TABLE X 

21.13 
19.95 
19.04 
18.47 
17.54 
17.08 
22.33 
22.45 
23.22 
24.43 
25.05 
25.39 
26.27 
25.27 
26.05 
25.87 
26.54 
28.02 
26.24 
25.59 
26.43 
24.28 
23.74 
22.20 
21.54 
20.10 
19.90 
18.48 
24.13 
24.20 
24.36 
24.76 
24.36 
22.94 
22.86 
23.25 
23.53 
23.50 
23.76 
26.25 
26.72 
27.00 
28.42 ! 



86.77 
87.52 
88.07 
86.94 
87.45 
86.28 
87.69 
88.42 
87.66 
88.48 
88.46 
87.87 
88.57 
86.55 
85.78 
84.28 
83.31 
83.54 
81.90 
86.13 
86.46 
86.10 
86.40 
86.25 
86.59 
86.92 
88.29 
88.78 
87.78 
87.99 
88.71 
90.06 
91.07 
91.45 
92.43 
91.82 
92.50 
93.81 
91.85 
90.17 
91.13 
89.25 
89.30 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE X 



124 


ALA CB 


7.22 


29.12 


88.43 


15.00 


124 


ALA C 


4.78 


28.73 


88.81 


15.00 


124 


ALA 0 


4.06 


29.46 


89.47 


15.00 


125 


VAL N 


4.37 


28.09 


87.72 


15.00 


125 


VAL CA 


3.06 


28.41 


87.21 


15.00 


125 


VAL CB 


2.82 


27.94 


85.72 


15.00 


125 


VAL CGI 


4.09 


27.54 


85.00 


15.00 


125 


VAL CG2 


1.70 


26.88 


85.60 


15.00 


125 


VAL C 


2.03 


27.82 


88.15 


15.00 


125 


VAL 0 


0.89 


28.28 


88.17 


15.00 


126 


ALA N 


2.42 


26.86 


88.98 


15.00 


126 


ALA CA 


1.47 


26.25 


89.89 


15.00 


126 


ALA CB 


1.94 


24.91 


90.29 


15.00 


126 


ALA C 


1.32 


27.11 


91.12 


15.00 


126 


ALA 0 


0.22 


27.27 


91.63 


15.00 


127 


ARG N 


2.42 


27.71 


91.55 


15.00 


127 


ARG CA 


2.42 


28.50 


92.77 


15.00 


127 


ARG CB 


3.67 


28.22 


93.60 


15.00 


127 


ARG CG 


3.74 


26.79 


94.07 


15.00 


127 


ARG CD 


5.07 


26.45 


94.67 


15.00 


127 


ARG NE 


5.02 


25.01 


94.96 


15.00 


127 


ARG CZ 


6.03 


24.24 


95.34 


15.00 


127 


ARG NH1 


5.84 


22.94 


95.55 


15.00 


127 


ARG NH2 


7.24 


24.73 


95.54 


15.00 


127 


ARG C 


2.30 


29.98 


92.61 


15.00 


127 


ARG 0 


2.15 


30.68 


93.60 


15.00 


128 


VAL N 


2.46 


30.47 


91.38 


15.00 


128 


VAL CA 


2.37 


31.91 


91.11 


15.00 


128 


VAL CB 


3.70 


32.49 


90.59 


15.00 


128 


VAL CGI 


3.62 


33.98 


90.47 


15.00 


128 


VAL CG2 


4.87 


32.10 


91.53 


15.00 


128 


VAL C 


1.29 


32.25 


90.10 


15.00 


128 


VAL 0 


0.47 


33.10 


90.36 


15.00 


129 


GLY N 


1.30 


31.60 


88.94 


15.00 


129 


GLY CA 


0.31 


31.85 


87.91 


15.00 


129 


GLY C 


1.10 


32.00 


86.61 


15.00 


129 


GLY 0 


2.27 


31.60 


86.57 


15.00 


130 


PRO N 


0.52 


32.56 


85.53 


15.00 


130 


PRO CD 


-0.89 


32.96 


85.30 


15.00 


130 


PRO CA 


1.27 


32.70 


84.30 


15.00 


130 


PRO CB 


0.38 


33.61 


83.50 


15.00 


130 


PRO CG 


-0.98 


33.09 


83.81 


15.00 


130 


PRO C 


2.68 


33.24 


84.44 


15.00 
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TABLE X 



130 


PRO 


0 


2.93 


34.17 


85.20 


15.00 


131 


VAL 


N 


3.59 


32.56 


83.75 


15.00 


131 


VAL 


CA 


5.01 


32.88 


83.76 


15.00 


131 


VAL 


CB 


5.79 


31.64 


84.27 


15.00 


131 


VAL 


CGI 


7.25 


31.88 


84.32 


15.00 


131 


VAL 


CG2 


5.29 


31.20 


85.62 


15.00 


131 


VAL 


C 


5.46 


33.28 


82.34 


15.00 


131 


VAL 


0 


4.93 


32.82 


81.36 


15.00 


132 


SER 


N 


6.29 


34.30 


82.27 


15.00 


132 


SER 


CA 


6.77 


34.75 


80.98 


15.00 


132 


SER 


CB 


7.15 


36.24 


81.04 


15.00 


132 


SER 


OG 


5.98 


36.98 


81.39 


15.00 


132 


SER 


C 


7.92 


33.89 


80.48 


15.00 


132 


SER 


0 


9.01 


33.83 


81.08 


15.00 


133 


VAL 


N 


7.65 


33.20 


79.38 


15.00 


133 


VAL 


CA 


8.65 


32.34 


78.76 


15.00 


133 


VAL 


CB 


8.09 


30.90 


78.61 


15.00 


133 


VAL 


CGI 


7.58 


30.35 


79.92 


15.00 


133 


VAL 


CG2 


6.97 


30.91 


77.61 


15.00 


133 


VAL 


C 


9.05 


32.84 


77.37 


15.00 


133 


VAL 


0 


8.48 


33.81 


76.85 


15.00 


134 


ALA 


N 


10.08 


32.21 


76.81 


15.00 


134 


ALA 


CA 


10.60 


32.51 


75.49 


15.00 


134 


ALA 


CB 


11.89 


33.29 


75.59 


15.00 


134 


ALA 


C 


10.85 


31.16 


74.84 


15.00 


134 


ALA 


0 


11.46 


30.30 


75.47 


15.00 


135 


ILE 


N 


10.35 


30.97 


73.62 


15.00 


135 


ILE 


CA 


10.52 


29.73 


72.86 


15.00 


135 


ILE 


CB 


9.18 


28.95 


72.80 


15.00 


135 


ILE 


CG2 


8.71 


28.60 


74.21 


15.00 


135 


ILE 


CGI 


8.13 


29.80 


72.09 


15.00 


135 


ILE 


CD1 


6.78 


29.14 


72.00 


15.00 


135 


ILE 


C 


11.04 


30.04 


71.44 


15.00 


135 


ILE 


0 


11.30 


31.20 


71.08 


15.00 


136 


ASP 


N 


11.28 


28.98 


70.67 


15.00 


136 


ASP 


CA 


11.71 


29.13 


69.30 


15.00 


136 


ASP 


CB 


12.68 


28.01 


68.94 


15.00 


136 


ASP 


CG 


13.21 


28.11 


67.50 


15.00 


136 


ASP 


OD1 


13.77 


27.12 


67.00 


15.00 


136 


ASP 


OD2 


13.08 


29.18 


66.88 


15.00 


136 


ASP 


C 


10.45 


28.94 


68.51 


15.00 


136 


ASP 


0 


9.90 


27.82 


68.48 


15.00 


137 


ALA 


N 


9.98 


30.01 


67.87 


15.00 
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137 

X J / 


ALA CA 
nun >— *» 


8 7ft 


137 

X J 1 


ALiA CB 
nun wo 


7 74 


137 


at.a r 

nun V- 


9 09 


137 

X *J 1 


ALA O 
m in 


ft 97 


13fl 

X *J %J 


<5PR M 


10 29 


138 


SER CA 


10 . 66 


138 


SER CB 


12 • 18 


138 

X«/ W 


SER OG 


12 67 


138 


SER C 


10 15 

X V * X J 


138 


SER 0 


9.81 


139 


LEU N 


10 12 

X V • X 


139 

X*/ -J 


LEU CA 

i iau w*n 


9 66 


139 

X -J *J 


LEU CB 


9 74 


139 


LEU CG 


11 05 

XX • V J 


139 

X ~J J 


LEU CD1 


12 24 


13 9 

X -J J 


LEU CD2 

UCiU v_XJ^> 


10 99 


139 

X w ^ 


L.ETI r 

UftU w 


8 94 


139 

X — ' ^ 


LEU O 


7 32 


140 


THR N 


8 08 

(J . W O 


140 


THR CA 


6 80 


140 


THR CB 


6 88 


140 


THR OG1 

*XC\ vVJJp 


8 18 

O • X © 


140 


THR CG2 


5 86 


140 


THR C 

X UA W 


5 76 


140 

X T» V/ 


THR O 


4 fi7 


141 


CER N 


6 1 ? 


141 

X*3 X 


^PR PA 
0£i\ wn 


5 90 


141 

111 


QPR PR 


5 7Q 


141 

X *K X 


epp og 

OLA w\7 


7 oo 


I'll 


QPP P 




141 

X *± X 


^PP o 

OLA W 


^ fin 


142 


PHF N 


5 3 5 


142 


PHE PA 


4 89 


142 


PHE CB 


5 94 


142 

X^i 


PHP Pf3 
riiA ww 


5 4fi 


142 


php pni 


5 60 


1 AO 


irn£ LUz 


vi oo 
4 . 89 


142 


PHE CE1 


5.15 


142 


PHE CE2 


4.46 


142 


PHE CZ 


4.59 


142 


PHE C 


3.74 


142 


PHE 0 


2.63 


143 


GLN N 


4.08 



TABLE X 

29.93 67.06 15.00 

30.91 67.56 15.00 

30.18 65.58 15.00 

30.79 64.88 15.00 

29.67 65.10 15.00 

29.83 63.72 15.00 

29.81 63.63 15.00 

28.54 64.01 15.00 

28.77 62.77 15.00 

29.07 61.62 15.00 

27.53 63.26 15.00 

26.42 62.45 15.00 

25.13 63.29 15.00 

24.33 63.34 15.00 

25.24 63.67 15.00 

23.21 64.38 15.00 

26.59 61.88 15.00 

26.95 62.60 15.00 

26.30 60.58 15.00 

26.39 59.88 15.00 
25.76 58.50 15.00 
25.97 57.94 15.00 
26.37 57.60 15.00 

25.62 60.67 15.00 
26.12 60.88 15.00 
24.45 61.17 15.00 

23.63 61.94 15.00 
22.28 62.28 15.00 

22.40 62.97 15.00 
24.28 63.18 15.00 
23.89 63.66 15.00 
25.26 63.72 15.00 
25.94 64.90 15.00 
26.71 65.64 15.00 
27.49 66.86 15.00 
26.99 68.12 15.00 
28.74 66.71 15.00 
27.76 69.25 15.00 
29.49 67.82 15.00 
29.00 69.07 15.00 
26.88 64.42 15.00 
26.88 64.93 15.00 
27.58 63.36 15.00 
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143 


GLN CA 


3 .24 


143 


GLN CB 


4.04 


143 


GLN CG 


5.38 


143 


GLN CD 


6.19 


143 


GLN OE1 


5.83 


143 


GLN NE2 


7.25 


143 


GLN C 


1.95 


143 


GLN O 


0.99 


144 


PHE N 


1.91 


144 


PHE CA 


0.61 


144 


PHE CB 


0.73 


144 


PHE CG 


1.72 


144 


PHE CD1 


2.76 


144 


PHE CD2 


1.58 


144 


PHE CE1 


3.60 


144 


PHE CE2 


2.47 


144 


PHE CZ 


3.44 


144 


PHE C 


-0.14 


144 


PHE O 


-1.10 


145 


TYR N 


0.31 


145 


TYR CA 


-0.31 


145 


TYR CB 


0.32 


145 


TYR CG 


-0.47 


145 


TYR CD1 


-0.26 


145 


TYR CE1 


-0.98 


145 


TYR CD2 


-1.42 


145 


TYR CE2 


-2.15 


145 


TYR CZ 


-1.93 


145 


TYR OH 


-2.67 


145 


TYR C 


-1.80 


145 


TYR 0 


-2.24 


146 


SER N 


-2.60 


146 


SER CA 


-4.06 


146 


SER CB 


-4.67 


146 


SER OG 


-4.29 


146 


SER C 


-4.67 


146 


SER 0 


-5.59 


147 


LYS N 


-4.20 


147 


LYS CA 


-4.67 


147 


LYS CB 


-5.96 


147 


LYS CG 


-5.81 


147 


LYS CD 


-7.06 


147 


LYS CE 


-6.91 



TABLE X 

28.59 62.73 15.00 

29.36 61.69 15.00 

29.87 62.23 15.00 

30.64 61.16 15.00 
31.75 60.75 15.00 
30.01 60.64 15.00 
28.10 62.12 15.00 
28.86 62.08 15.00 

26.90 61.55 15.00 
26.44 61.01 15.00 
25.77 59.63 15.00 
24.62 59.58 15.00 
24.61 58.69 15.00 

23.50 60.36 15.00 

23.51 58.60 15.00 

22.41 60.22 15.00 
22.44 59.35 15.00 
25.50 61.98 15.00 

24.82 61.59 15.00 

25.47 63.24 15.00 

24.65 64.26 15.00 

24.91 65.65 15.00 
24.34 66.81 15.00 
23.01 67.22 15.00 

22.48 68.28 15.00 
25.12 67.48 15.00 
24.61 68.54 15.00 
23.28 68.94 15.00 

22.83 70.02 15.00 
24.98 64.30 15.00 
26.10 64.03 15.00 
24.00 64.69 15.00 

24.19 64.77 15.00 
23.67 63.48 15.00 
22.33 63.27 15.00 

23.42 65.95 15.00 
23.89 66.62 15.00 

22.20 66.13 15.00 
21.36 67.20 15.00 
20.64 66.83 15.00 
19.47 65.90 15.00 
18.58 65.92 15.00 
17.41 64.96 15.00 



WO 97/16177 



PCT/US96/17512 



147 LYS NZ 
147 LYS C 

147 LYS 0 

148 GLY N 
148 GLY CA 
148 GLY C 

148 GLY O 

149 VAL N 
149 VAL CA 
149 VAL CB 
149 VAL CGI 
149 VAL CG2 
149 VAL C 

149 VAL O 

150 TYR N 
150 TYR CA 
150 TYR CB 
150 TYR CG 
150 TYR CD1 
150 TYR CE1 
150 TYR CD2 
150 TYR CE2 
150 TYR CZ 
150 TYR OH 
150 TYR C 

150 TYR O 

151 TYR N 
151 TYR CA 
151 TYR CB 
151 TYR CG 
151 TYR CD1 
151 TYR CE1 
151 TYR CD2 
151 TYR CE2 
151 TYR CZ 
151 TYR OH 
151 TYR C 

151 TYR O 

152 ASP N 
152 ASP CA 
152 ASP CB 
152 ASP CG 
152 ASP OD1 



TABLE 

-8.13 16.56 

-3.60 20.36 

-2.62 20.16 

-3.82 19.73 

-2.88 18.75 

-1.76 19.26 

-1.75 20.39 

-0.79 18.40 

0.33 18.81 

0.58 17.89 

1.74 18.42 

-0.68 17.75 

1.59 18.86 

2 . 06 17 . 84 

2.13 20.07 

3.32 20.33 

3.50 21.83 

4.59 22.21 

4.47 22.01 

5.48 22.37 

5.74 22.78 

6.75 23.13 

6.61 22.93 
7.57 23.30 

4.60 19.72 

4.76 19.60 
5.44 19.24 
6.74 18.68 

6.62 17.30 
7.96 16.61 
9.15 17.34 

10.41 16.67 

8.02 15.21 

9.24 14.52 

10.43 15.27 

11.60 14.61 

7.38 18.53 

6.82 17.86 
8.47 19.26 
9.18 19.22 

8.83 20.40 
9.30 20.18 

10.54 20.06 



64.99 15.00 

67.62 15.00 

66.90 15.00 

68.78 15.00 

69.30 15.00 

70.20 15.00 

70.59 15.00 

70.52 15.00 
71.35 15.00 
72.57 15.00 

73.41 15.00 

73.42 15.00 
70.48 15.00 
69.96 15.00 
70.35 15.00 

69.53 15.00 
69.29 15.00 

68.31 15.00 
66.95 15.00 
66.04 15.00 
68.72 15.00 
67.81 15.00 
66.48 15.00 

65.60 15.00 
70.12 15.00 
71.37 15.00 

69.21 15.00 
69.55 15.00 

70.22 15.00 
70.42 15.00 
70.60 15.00 
70.84 15.00 
70.47 15.00 
70.71 15.00 
70.89 15.00 
71.14 15.00 
68.19 15.00 
67.31 15.00 
67.98 15.00 
66.71 15.00 
65.81 15.00 
64.37 15.00 
64.18 15.00 
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152 


: ASP OD2 


8.42 


152 


ASP C 


10.69 


152 


ASP O 


11.34 


153 


GLU N 


11.24 


153 


GLU CA 


12.64 


153 


GLU CB 


13.00 


153 


GLU CG 


12.45 


153 


GLU CD 


11.10 


153 


GLU OE1 


11.10 


153 


GLU OE2 


10.06 


153 


GLU C 


13.60 


153 


GLU 0 


14.75 


154 


SER N 


13.17 


154 


SEP* CA 


14.02 


154 


SER CB 


13.49 


154 


SER OG 


13.06 


154 


SER C 


14.13 


154 


SER 0 


14.95 


155 


CYS N 


13.37 


155 


CYS CA 


13.33 


155 


CYS C 


14.64 


155 


CYS 0 


15.25 


155 


CYS CB 


12.15 


155 


CYS SG 


11.63 


156 


ASN N 


15.04 


156 


ASN CA 


16.31 


156 


ASN CB 


17.20 


156 


ASN CG 


18.46 


156 


ASN OD1 


18.80 


156 


ASN ND2 


19.18 


156 


ASN C 


16.22 


156 


ASN 0 


16.12 


157 


SER N 


16.27 


157 


SER CA 


16.22 


157 


SER CB 


16.51 


157 


SER OG 


15.49 


157 


SER C 


17 22 


157 


SER 0 


16.99 


158 


ASP N 


18.35 


158 


ASP CA 


19.40 


158 


ASP CB 


20.71 


158 


ASP CG 


20.91 


158 


ASP OD1 


21.16 



TABLE X 

20.06 63.48 15.00 

19.18 66.97 15.00 

20.21 67.14 15.00 

17.97 66.94 15.00 

17.77 67.18 15.00 

16.30 66.88 15.00 

15.71 65.61 15.00 
15.02 65.83 15.00 
13.96 66.53 15.00 
15.52 65.30 15.00 

18.73 66.48 15.00 
18.90 66.91 15.00 
19.30 65.35 15.00 
20.24 64.60 15.00 
20.49 63.17 15.00 
19.29 62.54 15.00 
21.57 65.34 15.00 
22.40 65.00 15.00 

21.72 66.43 15.00 

22.98 67.21 15.00 
23.18 67.97 15.00 
22.21 68.44 15.00 

22.99 68.17 15.00 
24.66 68.64 15.00 
24.44 68.16 15.00 

24.74 68.81 15.00 

25.46 67.80 15.00 
26.05 68.41 15.00 
25.83 69.59 15.00 
26.80 67.59 15.00 
25.55 70.11 15.00 
26.80 70.09 15.00 
24.83 71.22 15.00 
25.44 72.55 15.00 
24.37 73.60 15.00 
23.40 73.56 15.00 

26.59 72.72 15.00 

27.51 73.49 15.00 

26.52 72.02 15.00 
27.52 72.06 15.00 
26.91 71.57 15.00 

25.47 72.03 15.00 

24.60 71.16 15.00 
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158 


ASP 


OD2 


20 


.81 


158 


ASP 


c 


19 


. 05 


158 


ASP 


o 


19 


. 69 


159 


ASN 


N 


18 


. 04 


159 


ASN 


CA 


17 


. 64 


159 


ASN 


CB 


17 


.77 


159 


ASN 


CG 


17. 


.54 


159 


ASN 


OD1 


17. 


.33 


159 


ASN 


ND2 


17, 


.63 


159 


ASN 


c 


16. 


.22 


159 


ASN 


0 


15. 


.23 


160 


LEU 


N 


16. 


.12 


160 


LEU 


CA 


14. 


.84 


160 


LEU 


CB 


14. 


.88 


160 


LEU 


CG 


15. 


.40 


160 


LEU 


CD1 


15. 


.23 


160 


LEU 


CD2 


14. 


.68 


160 


LEU 


c 


14. 


66 


160 


LEU 


o 


15. 


56 


161 


ASN 


N 


13. 


52 


161 


ASN 


CA 


13.28 


161 


ASN 


CB 


13. 


53 


161 


ASN 


CG 


12. 


91 


161 


ASN 


OD1 


11. 


68 


161 


ASN 


ND2 


13. 


78 


161 


ASN 


Q 


11. 


86 


161 


ASN 


o 


11. 


57 


162 


HIS 


N 


10. 


99 


162 


HIS 


CA 


9. 


66 


162 


HIS 


CB 


8. 


74 


162 


HIS 


CG 


7. 


37 


162 


HIS 


CD2 


6. 


94 


162 


HIS 


ND1 


6. 


24 


162 


HIS 


CE1 


5. 


17 


162 


HIS 


NE2 


5. 


57 


162 


HIS 


c 


9. 


28 


1 AO 




u 


9. 


61 


163 


ALA 


N 


8. 


70 


163 


ALA 


CA 


8. 


26 


163 


ALA 


CB 


8. 


50 


163 


ALA 


C 


6. 


78 


163 


ALA 


O 


6. 


02 


164 


VAL 


N 


6. 


39 



TABLE X 








25.18 


73.26 


15 


.00 


28.77 


71.26 


15 


.00 


29.81 


71.37 


15 


.00 


28.67 


70.40 


15, 


.00 


29.82 


69.62 


15, 


.00 


29.53 


68.12 


15, 


.00 


30.78 


67.23 


15. 


.00 


30.67 


66.00 


15. 


.00 


31.96 


67.83 


15. 


.00 


30.27 


69.99 


15.00 


29.87 


69.36 


15. 


.00 


31.10 


71.03 


15. 


00 


31.64 


71.49 


15. 


00 


31.87 


73.00 


15. 


00 


30.70 


73.88 


15. 


00 


31.09 


75.33 


15. 


00 


29.38 


73.59 


15. 


00 


32.96 


70.75 


15. 


00 


33.76 


70.75 


15. 


00 


33.17 


70.11 


15. 


00 


34.40 


69.36 


15. 


00 


34.18 


67.85 


15. 


00 


32.90 


67.32 


15. 


00 


32.70 


67.33 


15. 


00 


32.01 


66.83 


15. 


00 


34.98 


69.54 


15. 


00 


36.09 


69.09 


15 . 


00 


34.28 


70.26 


15. 


00 


34.79 


70.41 


15. 


00 


34.04 


69.45 


15. 


00 


34.62 


69.35 


15. 


00 


35.88 


69.10 


15. 


00 


33.84 


69.45 


15. 


00 


34.59 


69.25 


15. 


00 


35.83 


69.03 


15. 


00 


34.53 


71.85 


15. 


00 


33.48 


72.39 


15. 


00 


35.56 


72.47 


15. 


00 


35.51 


73.85 


15. 


00 


36.80 


74.53 


15. 


00 


35.24 


73.87 


15. 


00 


35.80 


73.09 


15. 


00 


34.38 


74.78 


15. 


00 
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164 VAL CA 


5.01 


164 VAL CB 


4.69 


164 VAL CGI 


4.67 


164 VAL CG2 


5.73 


164 VAL C 


4.72 


164 VAL 0 


5.55 


165 LEU N 


3.60 


165 LEU CA 


3.27 


165 LEU CB 


2.31 


165 LEU CG 


1.52 


165 LEU CD1 


2.25 


165 LEU CD2 


0.26 


165 LEU C 


2.65 


165 LEU 0 


1.68 


166 ALA N 


3.25 


166 ALA CA 


2.73 


166 ALA CB 


3.79 


166 ALA C 


1.57 


166 ALA 0 


1.76 


167 VAL N 


0.38 


167 VAL CA 


-0.88 


167 VAL CB 


-1.94 


167 VAL CGI 


-3.36 


167 VAL CG2 


-1.88 


167 VAL C 


-1.36 


167 VAL O 


-2.35 


168 GLY N 


-0.67 


168 GLY CA 


-1.07 


168 GLY C 


-0.36 


168 GLY O 


0.52 


169 TYR N 


-0.68 


169 TYR CA 


-0.03 


169 TYR CB 


1.33 


169 TYR CG 


1.24 


169 TYR CD1 


0.66 


169 TYR CE1 


0.51 


169 TYR CD2 


1.67 


169 TYR CE2 


1.53 


169 TYR CZ 


0.94 


169 TYR OH 


0.76 


169 TYR C 


-0.97 


169 TYR 0 


-1.89 


170 GLY N 


-0.71 



TABLE X 

34.03 74.97 15.00 

32.69 74.29 15.00 

32.84 72.75 15.00 
31.64 74.69 15.00 
33.94 76.48 15.00 
34.42 77.30 15.00 
33.31 76.85 15.00 
33.21 78.26 15.00 
34.36 78.60 15.00 
34.51 79.93 15.00 
35.21 81.00 15.00 
35.25 79.65 15.00 
31.88 78.63 15.00 
31.50 77.98 15.00 
31.15 79.57 15.00 

29.85 80.03 15.00 
29.05 80.72 15.00 

30.12 80.98 15.00 
30.63 82.05 15.00 
29.73 80.56 15.00 
29.95 81.26 15.00 
30.48 80.19 15.00 

30.02 80.45 15.00 

32.03 80.10 15.00 
28.70 82.03 15.00 
28.75 82.70 15.00 
27.57 81.88 15.00 

26.35 82.56 15.00 

25.13 82.00 15.00 

25.29 81.17 15.00 
23.94 82.49 15.00 
22.73 81.98 15.00 
22.45 82.69 15.00 
22.33 84.21 15.00 
21.21 84.82 15.00 
21.16 86.19 15.00 

23.36 85.02 15.00 

23.30 86.36 15.00 
22.20 86.95 15.00 
22.18 88.32 15.00 
21.62 82.29 15.00 
21.79 83.08 15.00 
20.47 81.70 15.00 
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170 


GLY 


CA 


-1.54 


170 


GLY 


c 


-1.19 


170 


GLY 


o 


-0.05 


171 


ILE 


N 


-2 .19 


171 


ILE 


CA 


-1.99 


171 


ILE 


CB 


-1.71 


171 


ILE 


CG2 


-2.84 


171 


ILE 


CGI 


-1.47 


171 


ILE 


CD1 


-1.37 


171 


ILE 


c 


-3.23 


171 


ILE 


o 


-4.29 


172 


GLN 


N 


-3 .09 


172 


GLN 


CA 


-4.21 


172 


GLN 


CB 


-3 .96 


172 


GLN 


CG 


-5.15 


172 


GLN 


CD 


-5 . 05 


172 


GLN 


OE1 


-4.76 


172 


GLN 


NE2 


-5.27 


172 


GLN 


c 


-4.51 


172 


GLN 


o 


-5 .23 


173 


LYS 


N 


-4.00 


173 


LYS 


CA 


-4 . 27 


173 


LYS 


CB 


-4.76 


173 


LYS 


CG 


-6.07 


173 


LYS 


CD 


-6 45 


173 


LYS 


CE 


-5 44 


173 


LYS 


NZ 


-5.85 


173 


LYS 


c 


-2 .97 


173 


LYS 


o 


-2 29 


174 


GLY 


N 


-2 59 


174 


GLY 


CA 




174 


GLY 


c 


-0 18 


174 


GLY 


o 


0 88 


175 


ASN 


N 




175 


ASN 


CA 


0 75 


175 


ASN 


CB 


0 84 










175 


ASN 


OD1 


2.46 


175 


ASN 


ND2 


0.38 


175 


ASN 


C 


0.75 


175 


ASN 


0 


-0.24 


176 


LYS 


N 


1.91 


176 


LYS 


CA 


2.12 



TABLE X 

19.31 81.93 15.00 

18.20 80.97 15.00 

18.05 80.56 15.00 

17.42 80.63 15.00 

16.31 79.71 15.00 

14.98 80.49 15.00 

14.65 81.48 15.00 
13.80 79.57 15.00 

12.49 80.30 15.00 

16.19 78.81 15.00 
16.77 79.10 15.00 

15.50 77.69 15.00 

15.35 76.77 15.00 
16.16 75.48 15.00 

16.20 74.49 15.00 
17.33 73.50 15.00 
18.47 73.87 15.00 
17.03 72.22 15.00 
13.86 76.49 15.00 
13.22 77.27 15.00 
13.30 75.41 15.00 
11.89 75.22 15.00 
11.64 73.81 15.00 

12.36 73.52 15.00 
12.30 72.03 15.00 
13.01 71.15 15.00 

12.96 69.72 15.00 
11.18 75.51 15.00 
10.72 74.59 15.00 
11.22 76.78 15.00 

10.60 77.21 15.00 
11.54 77.14 15.00 
11.27 77.72 15.00 

12.66 76.42 15.00 
13.62 76.27 15.00 
14.07 74.82 15.00 

12.97 73.90 15.00 
12.52 73.96 15.00 
12.50 73.05 15.00 
14.84 77.17 15.00 

15.61 77.23 15.00 
15.07 77.78 15.00 
16.20 78.66 15.00 
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176 


LYS 


: CB 


176 


LYS 


CG 


176 


LYS 


CD 


176 


LYS 


CE 


176 


LYS 


NZ 


176 


LYS 


c 


176 


LYS 


o 


177 


HIS 


N 


177 


HIS 


CA 


177 


HIS 


CB 


177 


HIS 


CG 


177 


HIS 


CD2 


177 


HIS 


ND1 


177 


HIS 


CE1 


177 


HIS 


NE2 


177 


HIS 


c 


177 


HIS 


o 


178 


TRP 


N 


178 


TRP 


CA 


178 


TRP 


CB 


178 


TRP 


CG 


178 


TRP 


CD2 


178 


TRP 


CE2 


178 


TRP 


CE3 


178 


TRP 


CD1 


178 


TRP 


NE1 


178 


TRP 


CZ2 


178 


TRP 


CZ3 


178 


TRP 


CH2 


178 


TRP 


c 


178 


TRP 


o 


179 


ILE 


N 


179 


ILE 


CA 


179 


ILE 


CB 


179 


ILE 


CG2 


179 


ILE 


CGI 


179 


TT.P 




179 


ILE 


c 


179 


ILE 


0 


180 


ILE 


N 


180 


ILE 


CA 


180 


ILE 


CB 


180 


ILE 


CG2 



TABLE 

3.36 15.99 

3.19 14.86 

4.24 14.85 
4.17 13.51 
2.95 13.37 

2.25 17.46 
2.71 17.42 
1.74 18.56 

1.85 19.81 
0.73 19.92 

-0.62 20.17 

-1.20 21.32 

-1.56 19.18 

-2.67 19.70 

-2.47 21.00 

1.83 21.03 

1.38 20.97 

2.20 22.13 

2.21 23.47 
3.57 24.15 
4.71 23.55 
4.98 23.62 
6.14 22.88 
4.33 24.22 
5.70 22.82 
6.56 22.40 
6.67 22.72 

4.86 24.05 
6.01 23.31 
1.18 24.24 
1.14 24.11 
0.33 25.01 

-0.64 25.81 

-1.90 26.08 

-2.77 27.07 

-2.54 24.73 

-3.79 24.79 

0.03 27.14 

0.36 27.82 

0.23 27.49 

0.89 28.72 

2.09 28.49 

2.73 29.81 



79.53 15.00 

80.52 15.00 
81.66 15.00 
82.41 15.00 
83.28 15.00 
77.85 15.00 
76.71 15.00 
78.38 15.00 
77.66 15.00 

76.63 15.00 
77.21 15.00 
77.65 15.00 
77.38 15.00 
77.89 15.00 
78.06 15.00 

78.53 15.00 
79.68 15.00 
77.89 15.00 
78.45 15.00 

78.26 15.00 
78.98 15.00 

80.41 15.00 

80.64 15.00 

81.52 15.00 
78.45 15.00 
79.44 15.00 
81.91 15.00 

82.77 15.00 
82.96 15.00 
77.64 15.00 

76.42 15.00 

78.30 15.00 
77.55 15.00 
78.34 15.00 
77.61 15.00 
78.71 15.00 

79.53 15.00 

77.31 15.00 

78.27 15.00 
76.05 15.00 
75.68 15.00 

74.78 15.00 
74.51 15.00 
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180 


ILE 


CGI 


3 . 09 


180 


ILE 


CD1 


3 .92 


180 


ILE 


c 


-0.04 


180 


ILE 


o 


-0.88 


181 


LYS 


N 


0.06 


181 


LYS 


CA 


-0.80 


181 


LYS 


CB 


-1.26 


181 


LYS 


CG 


-1.94 


181 


LYS 


CD 


-2.47 


181 


LYS 


CE 


-2.92 


181 


LYS 


N2 


-3 .47 


181 


LYS 


r 


0 15 


181 


LYS 


o 

w 


1 19 


182 


ASN 


N 


-0.15 


182 


ASN 


CA 


0 .73 


182 


ASN 


CB 


0 . 96 


182 


ASN 


CG 


1 . 97 


182 


ASN 


ODl 


2.31 


182 


ASN 


ND2 


2 .42 


182 


ASN 


c 


0 . 01 


182 


ASN 


o 


-1.21 


183 


SER 


N 


0 .75 


183 


SER 


CA 


0 . 09 


183 


SER 


CB 


0 . 81 


183 


SER 


OG 

WW 


2 . 19 


183 


SER 


r 

w 




183 


SER 

w£m\ 


n 

w 




184 


TRP 


N 


u • JO 


184 


TRP 


CA 


-0 73 


184 


TRP 




0 00 


184 


TRP 


CG 

WW 


1 47 


184 


TRP 


CD2 


2 44 


184 


TRP 


CE2 


3 69 


184 


TRP 


CE3 


2 .38 


184 


TRP 


CD1 


2 . 13 


184 


TRP 


NE1 


3 .47 


1 fl4 


llvr 




A fifl 
4 . OO 


184 


TRP 


CZ3 


3.56 


184 


TRP 


CH2 


4.79 


184 


TRP 


C 


-2.17 


184 


TRP 


0 


-2.53 


185 


GLY 


N 


-2.97 


185 


GLY 


CA 


-4.37 



TABLE X 

27.57 75.46 15.00 

28.26 76.47 15.00 

29.69 75.03 15.00 

29.33 74.22 15.00 

30.94 75.44 15.00 

31.95 74.91 15.00 
32.84 76.03 15.00 
34.09 75.52 15.00 
34.90 76.67 15.00 

36.22 76.11 15.00 
37.09 77.17 15.00 
32.72 74.03 15.00 

33.15 74.52 15.00 
32.81 72.75 15.00 
33.49 71.81 15.00 
32.61 70.59 15.00 

33.17 69.65 15.00 

34.34 69.73 15.00 

32.35 68.71 15.00 
34.76 71.38 15.00 
34.83 71.39 15.00 
35.80 71.01 15.00 
37.03 70.61 15.00 

38.23 71.20 15.00 
38.09 71.04 15.00 

37.18 69.10 15.00 
38.25 68.56 15.00 

36.16 68.41 15.00 
36.29 66.97 15.00 
35.18 66.21 15.00 

35.38 66.20 15.00 

34.39 65.92 15.00 

35.01 65.97 15.00 

33.02 65.61 15.00 
36.54 66.41 15.00 
36.33 66.27 15.00 

34.32 65.74 15.00 

32.33 65.37 15.00 
32.98 65.44 15.00 
36.42 66.57 15.00 
36.20 65.42 15.00 
36.92 67.51 15.00 
37.14 67.23 15.00 



1*1 
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185 


GLY 


C 


-5.06 


185 


GLY 


0 


-4.46 


186 


GLU 


N 


-6.37 


186 


GLU 


CA 


-7.23 


186 


GLU 


CB 


-8.63 


186 


GLU 


CG 


-9.57 


186 


GLU 


CD 


-10.89 


186 


GLU 


OE1 


-11.68 


186 


GLU 


OE2 


-11.14 


186 


GLU 


C 


-7.36 


186 


GLU 


0 


-7.74 


187 


ASN 


N 


-7.00 


187 


ASN 


CA 


-7.11 


187 


ASN 


CB 


-7.33 


187 


ASN 


CG 


-8.45 


187 


ASN 


OD1 


-8.22 


187 


ASN 


ND2 


-9.66 


187 


ASN 


C 


-5.92 


187 


ASN 


0 


-5.90 


188 


TRP 


N 


-4.89 


188 


TRP 


CA 


-3.73 


188 


TRP 


CB 


-2.53 


188 


TRP 


CG 


-1.34 


188 


TRP 


CD2 


-0.66 


188 


TRP 


CE2 


0.34 


188 


TRP 


CE3 


-0.81 


188 


TRP 


CD1 


-0.72 


188 


TRP 


NE1 


0.30 


188 


TRP 


CZ2 


1.18 


188 


TRP 


CZ3 


0.04 


188 


TRP 


CH2 


0.98 


188 


TRP 


C 


-3.93 


188 


TRP 


0 


-4.69 


189 


GLY 


N 


-3.29 


189 


GLY 


CA 


-3.42 


189 


GLY 


C 


-4.80 


189 


GLY 


o 




190 


ASN 


N 


-4-87 


190 


ASN 


CA 


-6.16 


190 


ASN 


CB 


-6.04 


190 


ASN 


CG 


-7.37 


190 


ASN 


OD1 


-8.42 


190 


ASN 


ND2 


-7.34 



TABLE X 








35.83 


67.50 


15 


.00 


34.76 


67.64 


15 


.00 


35.94 


67.57 


15 


.00 


34.80 


67.84 


15.00 


35.32 


68.26 


15 


.00 


34.27 


68.68 


15 


.00 


34.86 


69.09 


15 


.00 


35.25 


68.20 


15 


.00 


34.91 


70.31 


15 


.00 


33.76 


66.75 


15 


.00 


32.62 


67.03 


15 


.00 


34.14 


65.52 


15. 


.00 


33.25 


64.36 


15. 


.00 


34.07 


63.08 


15. 


.00 


33.50 


62.21 


15. 


.00 


33.17 


61.07 


15. 


.00 


33.42 


62.75 


15. 


.00 


32.36 


64.14 


15. 


.00 


31.63 


63.13 


15. 


.00 


32.50 


64.96 


15. 


00 


31.66 


64.83 


15. 


00 


32.41 


65.32 


15. 


00 


31.51 


65.25 


15. 


00 


30.87 


66.35 


15. 


00 


30.12 


65.83 


15. 


00 


30.87 


67.72 


15. 


00 


31.11 


64.13 


15. 


00 


30.26 


64.46 


15. 


00 


29.39 


66.64 


15. 


00 


30.13 


68.52 


15. 


00 


29.43 


68.01 


15. 


00 


30.46 


65.72 


15. 


00 


30.59 


66.69 


15 . 


00 


29.33 


65.40 


15. 


00 


28.14 


66.22 


15. 


00 


27.88 


66.77 


15. 


00 


28.15 


66.15 


15. 


00 


27.38 


67.98 


15. 


00 


27.08 


68.58 


15. 


00 


25.89 


69.53 


15. 


00 


25.28 


69.86 


15. 


00 


25.95 


69.81 


15. 


00 


24.00 


70.23 


15. 


00 
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190 ASN C 


-6.70 


190 ASN 0 


-6.57 


191 LYS N 


-7.23 


191 LYS CA 


-7.79 


191 LYS CB 


-9.10 


191 LYS CG 


-10.01 


191 LYS CD 


-10.50 


191 LYS CE 


-9.41 


191 LYS NZ 


-8.63 


191 LYS C 


-6.81 


191 LYS 0 


-7.13 


192 GLY N 


-5.60 


192 GLY CA 


-4.58 


192 GLY C 


-3.63 


192 GLY 0 


-2.54 


193 TYR N 


-4.03 


193 TYR CA 


-3.20 


193 TYR CB 


-4.03 


193 TYR CG 


-4.53 


193 TYR CD1 


-5.69 


193 TYR CE1 


-6.13 


193 TYR CD2 


-3.81 


193 TYR CE2 


-4.22 


193 TYR CZ 


-5.37 


193 TYR OH 


-5.74 


193 TYR C 


-2.54 


193 TYR 0 


-2.85 


194 ILE N 


-1.68 


194 ILE CA 


-0.99 


194 ILE CB 


0.26 


194 ILE CG2 


1.18 


194 ILE CGI 


1.03 


194 ILE CD1 


2.16 


194 ILE C 


-0.54 


194 ILE 0 


-0.28 


195 LEU N 


-0.56 


195 LEU CA 


-0 . 12 


195 LEU CB 


-1.11 


195 LEU CG 


-2.34 


195 LEU CD1 


-2.88 


195 LEU CD2 


-3.41 


195 LEU C 


1.21 


195 LEU 0 


1.31 



TABLE X 

28.34 69.26 15.00 

28.50 70.46 15.00 

29.26 68.47 15.00 

30.49 68.99 15.00 

30.17 69.71 15.00 
29.28 68.87 15.00 
29.93 67.53 15.00 
30.19 66.45 15.00 
28.95 66.03 15.00 

31.27 69.84 15.00 
31.73 70.96 15.00 
31.43 69.30 15.00 

32.18 70.01 15.00 
31.36 70.87 15.00 
31.86 71.19 15.00 
30.16 71.27 15.00 
29.32 72.12 15.00 
28.72 73.28 15.00 
29.79 74.21 15.00 

30.50 73.91 15.00 

31.53 74.73 15.00 

30.13 75.36 15.00 

31.14 76.20 15.00 
31.84 75.89 15.00 
32.89 76.71 15.00 
28.21 71.35 15.00 
27.94 70.17 15.00 
27.50 72.06 15.00 
26.35 71.50 15.00 
26.72 70.64 15.00 
27.65 71.44 15.00 
25.47 70.15 15.00 
25.76 69.14 15.00 

25.54 72.70 15.00 
26.08 73.75 15.00 
24.23 72.57 15.00 
23.30 73.59 15.00 

22.15 73.67 15.00 
22.29 74.58 15.00 
23.70 74.67 15.00 
21.38 74.05 15.00 
22.81 73.09 15.00 
22.26 71.99 15.00 
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196 MET 


1 N 


2.25 


196 MET 


' CA 


3.58 


196 MET 


1 CB 


4.57 


196 MET 


CG 


4.29 


196 MET 


SD 


5.56 


196 MET 


CE 


7.08 


196 MET 


C 


3.97 


196 MET 


0 


3.31 


197 ALA 


N 


4.97 


197 ALA 


CA 


5.38 


197 ALA 


CB 


6.32 


197 ALA 


C 


6.01 


197 ALA 


0 


6.93 


198 ARG 


N 


5.56 


198 ARG 


CA 


6.13 


198 ARG 


CB 


5.05 


198 ARG 


CG 


5.46 


198 ARG 


CD 


4.45 


198 ARG 


NE 


3.20 


198 ARG 


CZ 


3 .00 


198 ARG 


NH1 


3.99 


198 ARG 


NH2 


1.80 


198 ARG 


C 


6.82 


198 ARG 


0 


6.19 


199 ASN 


N 


8.13 


199 ASN 


CA 


8.99 


199 ASN 


CB 


8.28 


199 ASN 


CG 


8.26 


199 ASN 


OD1 


7.22 


199 ASN ND2 


9.45 


199 ASN 


C 


9.79 


199 ASN 


0 


10.49 


200 LYS 


N 


9.77 


200 LYS 


CA 


10.56 


200 LYS 


CB 


9.83 


200 LYS 


CG 


8.82 


200 LYS 


CD 


7 . 48 


200 LYS 


CE 


6.27 


200 LYS 


NZ 


6.29 


200 LYS 


C 


11.87 


200 LYS 


0 


12.15 


201 ASN 


N 


12.64 


201 ASN 


CA 


13.91 



TABLE X 

23.13 73.83 15.00 

22.69 73.45 15.00 
23.83 73.65 15.00 
24.99 72.69 15.00 
26.26 72.94 15.00 
25.68 71.98 15.00 
21.45 74.27 15.00 
21.15 75.28 15.00 

20.70 73.81 15.00 
19.48 74.52 15.00 
18.63 73.67 15.00 

19.71 75.90 15.00 

20.50 76,02 15.00 

19.01 76.94 15.00 
19.21 78.27 15.00 

19.61 79.26 15.00 
19.52 80.76 15.00 
20.21 81.65 15.00 
19.48 81.76 15.00 

18.51 82.64 15.00 
18.18 83.47 15.00 
17.95 82.78 15.00 
17.93 78.72 15.00 

16.88 78.82 15.00 

18.02 78.90 15.00 

16.89 79.34 15.00 
15.93 80.33 15.00 
16.47 81.77 15.00 
16.83 82.31 15.00 
16.55 82.38 15.00 
16.12 78.28 15.00 
15.17 78.61 15.00 

16.62 77.05 15.00 
16.06 75.94 15.00 
16.23 74.61 15.00 
15.14 74.28 15.00 
15.29 74.99 15.00 
15.00 74.07 15.00 

13.60 73.43 15.00 
16.86 75.92 15.00 

17.61 74.99 15.00 
16.70 76.99 15.00 
17.41 77.22 15.00 
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201 


ASN 


CB 


15.14 


201 


ASN 


CG 


15.48 


201 


ASN 


OD1 


15.33 


201 


ASN 


ND2 


15.91 


201 


ASN 


C 


13.91 


201 


ASN 


O 


14.74 


202 


ASN 


N 


13.02 


202 


ASN 


CA 


12.87 


202 


ASN 


CB 


13.98 


202 


ASN 


CG 


13.66 


202 


ASN 


OD1 


12.53 


202 


ASN ND2 


14.63 


202 


ASN 


C 


12.73 


202 


ASN 


0 


13.48 


203 


ALA 


N 


11.66 


203 


ALA 


H 


11.06 


203 


ALA 


CA 


11.34 


203 


ALA 


CB 


10.03 


203 


ALA 


C 


11.16 


203 


ALA 


0 


10.25 


204 


CYS 


N 


11.98 


204 


CYS 


CA 


12.00 


204 


CYS 


C 


12.56 


204 


CYS 


0 


12.50 


204 


CYS 


CB 


10.64 


204 


CYS 


SG 


10.05 


205 


GLY 


N 


13.03 


205 


GLY 


CA 


13.63 


205 


GLY 


C 


12.69 


205 


GLY 


0 


13.03 


206 


ILE 


N 


fl.50 


206 


ILE 


CA 


10.47 


206 


ILE 


CB 


9.30 


206 


ILE 


CG2 


9.78 


206 


ILE 


CGI 


8.15 


206 


ILE 


CD1 


7.20 


206 


ILE 


C 


10.95 


206 


ILE 


0 


10.50 


207 


ALA 


N 


11.85 


207 


ALA 


CA 


12.32 


207 


ALA 


CB 


12.30 


207 


ALA 


C 


13.68 


207 


ALA 


o 


14.20 



TABLE X 

16.71 76.60 15.00 
15.43 77.29 15.00 
14.36 76.70 15.00 
15.52 78.56 15.00 
18.86 76.81 15.00 
19.28 76.01 15.00 

19.62 77.41 15.00 

21.05 77.17 15.00 
21.82 77.88 15.00 

23.27 78.07 15.00 

23.63 78.38 15.00 
24.12 77.83 15.00 
21.47 75.69 15.00 

22.28 75.16 15.00 
21.00 75.05 15.00 

20.52 75.65 15.00 
21.22 73.64 15.00 

20.53 73.27 15.00 

22.72 73.38 15.00 
23.38 73.78 15.00 
23.21 72.42 15.00 

24.60 72.00 15.00 

25.58 73.01 15.00 
26.79 72.81 15.00 

25.06 71.56 15.00 
24.34 69.96 15.00 
25.04 74.13 15.00 
25.86 75.14 15.00 

26.61 76.01 15.00 

27.59 76.63 15.00 
26.08 76.12 15.00 
26.69 76.92 15.00 
25.69 77.08 15.00 

24.44 77.78 15.00 

26.33 77.87 15.00 
27.12 77.00 15.00 

27.11 78.33 15.00 

28.12 78.86 15.00 

26.34 78.95 15.00 
26.67 80.30 15.00 

25.45 81.18 15.00 

27.35 80.43 15.00 

27.46 81.56 15.00 
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TABLE X 

208 ASN N 14.21 27.84 79.31 15.00 

208 ASN CA 15.51 28.52 79.26 15.00 

208 ASN CB 16.13 28.39 77.88 15.00 

208 ASN CG 16.75 27.01 77.59 15.00 

208 ASN OD1 16.26 25.96 78.00 15.00 

208 ASN ND2 17.86 27.03 76.88 15.00 

208 ASN C 15.37 30.02 79.55 15.00 

208 ASN 0 16.37 30.73 79.73 15.00 

209 LEU N 14.16 30.55 79.48 15.00 
209 LEU CA 13.97 31.98 79.73 15.00 
209 LEU CB 14.05 32.79 78.43 15.00 
209 LEU CG 14.45 34.26 78.52 15.00 
209 LEU CD1 15.95 34.30 78.78 15.00 
209 LEU CD2 14.12 35.06 77.23 15.00 
209 LEU C 12.71 32.35 80.51 15.00 

209 LEU 0 12.13 33.44 80.31 15.00 

210 ALA N 12.37 31.55 81.52 15.00 
210 ALA H 12.79 30.67 81.51 15.00 
210 ALA CA 11.14 31.81 82.27 15.00 
210 ALA CB 10.61 30.53 82.92 15.00 
210 ALA C 11.43 32.81 83.41 15.00 

210 ALA O 12.41 32.78 84.11 15.00 

211 SER N 10.44 33.74 83.58 15.00 
211 SER CA 10.44 34.68 84.69 15.00 
211 SER CB 11.25 35.95 84.38 15.00 
211 SER OG 10.66 36.74 83.37 15.00 
211 SER C 8.97 35.02 85.03 15.00 

211 SER O 8.07 34.77 84.22 15.00 

212 PHE N 8.74 35.50 86.25 15.00 
212 PHE CA 7.44 35.96 86.75 15.00 
212 PHE CB 6.68 34.87 87.53 15.00 
212 PHE CG 7.43 34.30 88.72 15.00 
212 PHE CD1 8.34 33.31 88.54 15.00 
212 PHE CD2 7.26 34.79 90.01 15.00 
212 PHE CE1 9.08 32.83 89.64 15.00 
212 PHE CE2 8.00 34.30 91.08 15.00 
212 PHE CZ 8.90 33.33 90.90 15.00 
212 PHE C 7.65 37.23 87.63 15.00 

212 PHE O 8.64 37.35 88.34 15.00 

213 PRO N 6.79 38.23 87.46 15.00 
213 PRO CD 5.64 38.27 86.55 15.00 
213 PRO CA 6.88 39.49 88.23 15.00 
213 PRO CB 6.03 40.48 87.41 15.00 
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213 


PRO 


CG 


4.96 


213 


PRO 


c 


6,30 


213 


PRO 


0 


5.25 


214 


LYS 


N 


6.99 


214 


LYS 


CA 


6.40 


214 


LYS 


CB 


7.46 


214 


LYS 


CG 


8.31 


214 


LYS 


CD 


8. 81 


214 


LYS 


CE 


9 . 63 


214 


LYS 


NZ 


10.60 


214 


LYS 


c 


5.57 


214 


LYS 


0 


5.99 


215 


MET 


N 


4.33 


215 


MET 


CA 


3 .47 


215 


MET 


CB 


2 .11 


215 


MET 


CG 


1.57 


215 


MET 


SD 


0.31 


215 


MET 


CE 


-1.09 


215 


MET 


c 


3 .31 


215 


MET 


OT1 


3 .48 


215 


MET 


OT2 


3.17 


216 


HOH 


OH2 


8 . 87 


217 


HOH 


OH2 


-2 . 18 


218 


HOH 

nun 




1 71 


219 


HOH 


OH2 


9 .44 


220 


HOH 


OH2 


0 80 


221 


HOH 


OH2 


-2 .51 


222 


HOH 


OH2 


17 40 


223 


HOH 


OH2 


-1 57 


224 


HOH 


OH2 


12 .41 


225 


HOH 


OH2 


11 . 65 


226 


HOH 


OH2 


11 38 


227 


HOH 


OH2 


5 00 


228 


HOH 


OH2 


4 86 


229 


HOH 


OH2 


-9 . 01 


230 


HOH 


OH2 


14 02 


ZJi 


unu 
nvjfl 


f\ttO 
\JtiZ 


it) . U3 


232 


HOH 


OH2 


0.22 


233 


HOH 


OH2 


3.45 


234 


HOH 


OH2 


13.53 


235 


HOH 


OH2 


-15.93 


236 


HOH 


OH2 


-5.38 


237 


HOH 


OH2 


-7.89 



TARI F Y 

1 /VP 1 <li Sk 








39.59 


87.00 


15 


.00 


39.32 


89.66 


15 


.00 


38.68 


89.88 


15 


.00 


39.82 


90.67 


15 


.00 


39.71 


92.01 


15 


.00 


39.54 


93.11 


15 


.00 


38.28 


92.90 


15 


.00 


37.72 


94.19 


15 


.00 


38.73 


94.95 


15 


.00 


39.41 


94.05 


15 


.00 


40.96 


92.27 


15 


.00 


42.07 


91.94 


15 


.00 


40.78 


92.72 


15 


.00 


41.93 


92.99 


15 


.00 


41.74 


92.32 


15 


.00 


43.08 


91.85 


15 


.00 


43.10 


90.56 


15 


.00 


43.67 


91.53 


15. 


.00 


42.16 


94.50 


15. 


.00 


41.21 


95.29 


15. 


,00 


43.33 


94.89 


15. 


.00 


46.84 


97.48 


15. 


.00 


37.97 


73.56 


15. 


.00 


36.04 


75.21 


15. 


00 


52.65 


61.91 


15. 


.00 


56.90 


67.17 


15. 


00 


36.41 


82.35 


15. 


00 


43.23 


83.47 


15. 


00 


52.44 


64.46 


15. 


00 


35.91 


80.62 


15. 


00 


62.93 


58.36 


15. 


00 


48.93 


74.41 


15. 


00 


12.95 


78.69 


15. 


00 


15.66 


86.17 


15. 


00 


32.96 


72.96 


15. 


00 


19.79 


82.02 


15. 


00 


36.59 


88.86 


15. 


00 


37.62 


76.69 


15. 


00 


36.52 


73.19 


15. 


00 


38.17 


80.00 


15. 


00 


48.59 


69.63 


15. 


00 


44.85 


97.00 


15. 


00 


45.15 


89.13 


15. 


00 
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238 HOH 0H2 

239 HOH OH2 

240 HOH OH2 

241 HOH OH2 

242 HOH OH2 

243 HOH OH2 

244 HOH OH2 

245 HOH OH2 

246 HOH OH2 

247 HOH OH2 

248 HOH OH2 

249 HOH OH2 

250 HOH OH2 

251 HOH OH2 

252 HOH OH2 

253 HOH OH2 

254 HOH OH2 

255 HOH OH2 

256 HOH OH2 

257 HOH OH2 

258 HOH OH2 

259 HOH OH2 

260 HOH OH2 

261 HOH OH2 

262 HOH OH2 

263 HOH OH2 

264 HOH OH2 

265 HOH OH2 

266 HOH OH2 

267 HOH OH2 

268 HOH OH2 

269 HOH OH2 

270 HOH OH2 

271 HOH OH2 

272 HOH OH2 

273 HOH OH2 

274 HOH OH2 

275 HOH OH2 

276 HOH OH2 

277 HOH OH2 



2.43 
7.43 
2.41 
-0.33 
-7.54 
-3.03 
0.80 
-9.57 
-1.06 
7.72 
4.95 
14.51 
-1.50 
15.32 
-1.00 
6.77 
-9.65 
-2.32 
-11.12 
-3.80 
-7.43 
1.41 
-3.18 
7.12 
9.18 
8.43 
22.06 
20.66 
17.09 
12.06 
9.93 
13.59 
11.18 
12.14 
9.07 
24.27 
18.35 
20.62 
13.58 
9.33 



TABLE X 

19.39 

21.65 

16.41 

36.99 

26.54 

44.85 

35.69 

36.85 

62.37 

62.09 

60.85 

30.92 

28.47 

22.32 

14.71 

18.87 

32.88 
34.26 
32.20 
45.19 
38.35 
46.77 
37.41 
59.13 
59.65 
57.49 
33.25 
27.84 
49.08 
54.25 
50.78 
41.50 
49.64 
55.71 
26.37 
24.31 
21.16 
28.49 
15.19 
19.74 



65.70 
71.07 
85.78 
59.82 
72.89 
65.86 
86.28 
95.54 
83.93 
69.81 
80.90 
83.13 
63.31 
71.31 
55.75 
84.05 
79.27 
69.09 
64.94 
72.07 
65.10 
63.08 
80.05 
81.53 
79.58 
83.56 
80.24 
95.17 
84.72 
84.82 
92.92 
91.19 
64.47 
75.81 
66.15 
64.11 
79.19 
61.87 
72.83 
77.14 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE XI 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor 3(S)-3- 
[ (N-benzyloxycarbonyl) -L-leucinyl]amino-5-methyl-l- (1-propoxy) - 

2-hexanone. 



Atom 1 


Atom 2 


Atom 3 


Angle 


Atom 1 


Atom 2 


Atom 3 


Angle 


2420H2 


25C1 


180D1 


69.66 


2420H2 


25C1 


18ND2 


48.33 


2420H2 


25C1 


1840 


82.25 


2420H2 


25C1 


18CG 


62.66 


2420H2 


25C1 


184C 


92.20 


180D1 


25C1 


184CA 


78.01 


180D1 


25C1 


18ND2 


33.84 


180D1 


25C1 


1840 


82.68 


180D1 


25C1 


184CD1 


97.11 


180D1 


25C1 


18CG 


16.91 


180D1 


25C1 


184C 


73.04 


180D1 


25C1 


20O 


60.56 


184CB 


25C1 


184CA 


23.31 


184CB 


25C1 


18ND2 


93.14 


184CB 


25C1 


1840 


42.27 


184CB 


25C1 


184CG 


22.32 


184CB 


25C1 


184CD1 


38.40 


184CB 


25C1 


18CG 


92.58 


184CB 


25C1 


184C 


36.61 


184CB 


25C1 


184CD2 


32.79 


184CB 


25C1 


184NE1 


49.18 


184CA 


25C1 


18ND2 


72.65 


184CA 


25C1 


1840 


35.91 


184CA 


25C1 


184CG 


38.24 


184CA 


25C1 


184CD1 


44.79 


184CA 


25C1 


18CG 


69.61 


184CA 


25C1 


184C 


21.48 


184CA 


25C1 


184CD2 


52.43 


184CA 


25C1 


184NE1 


58.86 


18ND2 


25C1 


1840 


58.28 


18ND2 


25C1 


18CG 


18.49 


18ND2 


25C1 


184C 


56.82 


18ND2 


25C1 


200 


92.88 


1840 


25C1 


184CG 


64.55 


1840 


25C1 


184CD1 


78.02 


1840 


25C1 


18CG 


67.10 


1840 


25C1 


184C 


17.17 


1840 


25C1 


184CD2 


73 .76 


1840 


25C1 


184NE1 


90.68 


184CG 


25C1 


184CD1 


19.59 


184CG 


25C1 


184C 


56.91 


184CG 


25C1 


184CD2 


15.07 


184CG 


25C1 


184NE1 


27.32 


184CD1 


25C1 


18CG 


99.42 


184CD1 


25C1 


184C 


66.13 


184CD1 


25C1 


184CD2 


27.32 


184CD1 


25C1 


184NE1 


14.36 


184CD1 


25C1 


200 


86.22 


18CG 


25C1 


184C 


59.85 


18CG 


25C1 


200 


77.46 


184C 


25C1 


184CD2 


69.30 


184C 


25C1 


184NE1 


80.01 


184CD2 


25C1 


184NE1 


26.78 


184NE1 


25C1 


20O 


80.98 


180D1 


25C2 


184CA 


93.13 


180D1 


25C2 


18CG 


18.16 


180D1 


25C2 


20N 


42.62 


180D1 


25C2 


18ND2 


35.44 


180D1 


25C2 


2420H2 


68.83 


180D1 


25C2 


200 


79.33 


180D1 


25C2 


1830 


73.73 


180D1 


25C2 


184C 


80.63 


180D1 


25C2 


19CG 


85.64, 


180D1 


25C2 


2 OCA 


45.72 


180D1 


25C2 


19N 


47.90 


180D1 


25C2 


1840 


85.52 


180D1 


25C2 


20C 


65.28 


180D1 


25C2 


184N 


90.71 


180D1 


25C2 


19C 


49.49 


180D1 


25C2 


18CB 


22.83 
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TABLE XI 



180D1 


25C2 


183C 


82.72 


180D1 




1 fir* a 


ft M ft ^ 

34 . 96 


180D1 


25C2 


18C 


34 .23 


180D1 


2SP2 


1 QP» 


C A ft 

54 .26 


184CD1 


25C2 


184CA 


49.90 


184CD1 


Z 


lo4LB 


40 .27 


184CD1 


25C2 


184CG 


20.32 


184CD1 


2RP2 


1 fl*5n 
loJU 


C C ft ^ 

55 . 01 


184CD1 


25C2 


184C 


70 .22 


184CD1 


25P9 




61 . 53 


184CD1 


25C2 


19N 


85 18 


184CD1 


Z 3l*Z 


lo4U 


78.11 


184CD1 


25C2 


184NE1 


15.62 


184PD1 


95P9 

Z jLZ 


1 OitXT 

io4N 


44 .48 


184CD1 


25C2 


183C 


47 .20 


184PD1 


9 5P9 
Z JLZ 


1 or" 7v 
lovJA 


ft A -K /- 

94 .36 


184CD1 


25C2 


18C 


95 90 


x OVV>iJl 


^ jLZ 


lo4CD2 


23 .77 


184CD1 


25C2 


19CA 


87 00 






18CG 


78 .59 


184CA 


25C2 


18ND2 


76 16 


184PA 


9 ^PO 


1B4CB 


ft 0 ft rr 

23 .25 


184CA 


25C2 


184CG 


39 72 


1 ftdpa 




10 JO 


S ft ft ft 

40.92 


184CA 


25C2 


184C 


20 77 




9 KPO 


19CG 


ft 

86.38 


184CA 


25C2 


19N 


76 16 

' w , i.U 


x 04wii 


9 KPO 


1 O 

lo40 


33 .25 


184CA 


25C2 


184NE1 


65 31 


1 PAPA 




lo4N 


13 . 46 


184CA 


25C2 


18CB 


70 34 


1 fidPa 




xOOC 


28 . 93 


184CA 


25C2 


18GA 


61 99 


i PAra 




1 On 

loC 


•7 r ft ft 

75 . 30 


184CA 


25C2 


184CD2 


51 97 


i ftdpa 

xOvwrl 


Z jLz 


1 OP * 


ft ft c 0 

89 . 58 


18CG 


25C2 


2 ON 


59 81 


1 ftpn 

XOwO 


9 5P9 




ft a ft *7 
20 . 07 


18CG 


25C2 


184CB 


99 39 


1 ftPfi 
XOwV? 






ft A 

62 . 04 


18CG 


25C2 


20O 


97 48 


1 flrr: 

X O WV7 


Z jUZ 


xo JU 


69 . 32 


18CG 


25C2 


184C 


63 66 


XOLvJ 


9 Pr»9 




95 . 51 


18CG 


25C2 


2 OCA 


63 7ft 


1 QPfi 
XOLu 


9 CPO 




C A C ft 

54 . 69 


18CG 


25C2 


1840 


67 41 


1 PPP 


9 CP? 


zUC 


0 0 ft 0 
83 .28 


18CG 


25C2 


184N 


79 10 

i J • X V 






1 On 


£ C ft *7 

65 . 07 


18CG 


25C2 


18CB 


12 5.4 

Xx > J** 


1 Apr 

XOww 


9 Rr*9 
ZOwZ 


I00C 


ft r ft 0 

75 . 08 


18CG 


25C2 


18CA 

X WWA 


30 Rft 

Jv. JO 


1 ppp 

XOww 




1BC 


Oft A ft 

39 . 48 


18CG 


25C2 


19CA 
X ^ w** 


6S 


9 ON 


9 Qr»9 


loNDz 


•■7 ft *\ * 
78 . 04 


2 ON 


25C2 


20O 


42 02 

"SX ■ Vx 


2 ON 


9^P9 


loJO 


HA OO 

74 . 98 


2 ON 


25C2 


19CG 

X.^ WW 


52 AO 


2 ON 
Z UIm 


9 CPO 


OA/1% 


19 . 88 


2 ON 


25C2 


19N 

-V- J Art 


37 71 

J / • / X 


9 ON 
Z UIM 


9 CPO 

Z 


9 ap 


ift ft 1 
32 . 71 


2 ON 


25C2 


19C 


11 44 

x x • w 


2 ON 


9 ^PO 


1 Opt) 


'CO A >l 

bo . 04 


2 ON 


25C2 


183C 

X \J -mJ W 


87 R3 


2 ON 
Z UIM 


ZOUZ 


1 OPK 


C C "7 A 

55 .70 


2 ON 


25C2 


X WW 


3Q 1 7 
xO 


9 ON 

z urj 


ZOCz 


19CA 


28 . 06 


18ND2 


25C2 


184CB 


Q2 9 A" 

^Z . X D 


x ojmuz 


9 RPO 
ZOCZ 


z4zOHz 


AC ft ft 

45 . 09 


18ND2 


25C2 


1830 


80 83 


1 8Nn2 

X OlMUZ 


Z 3wZ 




bV . 03 


18ND2 


25C2 


2 OCA 


77.75 


18ND2 


25C2 


19N 


73.94 


18ND2 


25C2 


1840 


55.05 


18ND2 


25C2 


20c 


96.02 


18ND2 


25C2 


184N 


81.33 


18ND2 


25C2 


19C 


84.52 


18ND2 


25C2 


18CB- 


29.48 


18ND2 


25C2 


183C 


82.74 


18ND2 


25C2 


18CA 


46.57 


18ND2 


25C2 


18C 


58.80 


18ND2 


25C2 


19CA 


85.56 


184CB 


25C2 


184CG 


22.40 


184CB 


25C2 


1830 


59.35 


184CB 


25C2 


184C 


36.03 


184CB 


25C2 


19CG 


94.64 


184CB 


25C2 


19N 


96.61 
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184CB 


25C2 


1840 


38.77 


184CB 


25C2 


184N 


31.46 


184CB 


25C2 


183C 


46.49 


184CB 


25C2 


18C 


97.95 


2420H2 


25C2 


184C 


81.46 


2420H2 


25C2 


1840 


68.50 


2420H2 


25C2 


18CB 


73.69 


184CG 


25C2 


1830 


61.89 


184CG 


25C2 


19CG 


81.07 


184CG 


25C2 


1840 


61.14 


184CG 


25C2 


184N 


40.66 


184CG 


25C2 


18CA 


97.12 


200 


25C2 


19CG 


59.65 


200 


25C2 


19N 


73.93 


200 


25C2 


20C 


15.00 


200 


25C2 


18CB 


98.94 


20O 


25C2 


18C 


80.19 


1830 


25C2 


184C 


52.11 


1830 


25C2 


2 OCA 


94.61 


1830 


25C2 


1840 


68.46 


1830 


25C2 


184N 


28.51 


1830 


25C2 


18CB 


56.86 


1830 


25C2 


18CA 


39.61 


1830 


25C2 


184CD2 


73.55 


184C 


25C2 


19N 


79.88 


184C 


25C2 


184NE1 


85.33 


184C 


25C2 


18CB 


58.56 


184C 


25C2 


18CA 


56.66 


184C 


25C2 


184CD2 


67.95 


19CG 


25C2 


2 OCA 


68.54 


19CG 


25C2 


184NE1 


59.71 


19CG 


25C2 


184N 


72.99 


19CG 


25C2 


18CB 


85.55 


19CG 


25C2 


18CA 


69.73 


19CG 


25C2 


184CD2 


84.49 


2 OCA 


25C2 


19N 


57.18 


2 OCA 


25C2 


19C 


30.27 


2 OCA 


25C2 


18CA 


70.02 


2 OCA 


25C2 


19CA 


47.75 


19N 


25C2 


184NE1 


91.69 


19N 


2SC2 


184N 


65.26 


19N 


25C2 


18CB 


44.60 


19N 


25C2 


18CA 


30.19 


19N 


25C2 


19CA 


16.11 



\BLEXI 








184CB 


25C2 


184NE1 


52.96 


184CB 


25C2 


18CB 


92.63 


184CB 


25C2 


18CA 


85.24 


184CB 


25C2 


184CD2 


31.97 


2420H2 


25C2 


2 OCA 


87.88 


2420H2 


25C2 


20C 


95.83 


2420H2 


25C2 


18CA 


91.46 


184CG 


25C2 


184C 


57.17 


184CG 


25C2 


19N 


97.59 


184CG 


25C2 


184NE1 


30.80 


184CG 


25C2 


183C 


50.54 


184CG 


25C2 


184CD2 


12.85 


200 


25C2 


2 OCA 


33.80 


200 


25C2 


184NE1 


98.68 


200 


25C2 


19C 


44.20 


200 


25C2 


18CA 


97.51 


200 


25C2 


19CA 


58.60 


1830 


25C2 


19CG 


50.15 


1830 


25C2 


19N 


37.44 


1830 


25C2 


184NE1 


67.20 


1830 


25C2 


19C 


66.39 


1830 


25C2 


183C 


12.86 


1830 


25C2 


18C 


42.74 


1830 


25C2 


19CA 


48.97 


184C 


25C2 


1840 


16.37 


184C 


25C2 


184N 


31.43 


184C 


25C2 


183C 


43.26 


184C 


25C2 


18C 


73.56 


184C 


25C2 


19CA 


95.56 


19CG 


25C2 


19N 


41.00 


19CG 


25C2 


20C 


65.93 


19CG 


25C2 


19C 


41.61 


19CG 


25C2 


183C 


58.81 


19CG 


25C2 


18C 


56.16 


19CG 


25C2 


19CA 


31.40 


2 OCA 


25C2 


20C 


19.60 


2 OCA 


25C2 


18CB 


66.65 


2 OCA 


25C2 


18C 


55.87 


19N 


25C2 


1840 


94.75 


19N 


25C2 


20C 


69.08 


19N 


25C2 


19C 


30.47 


19N 


25C2 


183C 


50.23 


19N 


25C2 


18C 


15.21 


1840 


25C2 


184NE1 


91.68 
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TABLE XI 



1 fl^n 




1 QAKI 


A C OO 

4o . by 


1 O Ar\ 

1840 


ft t~ ^% r\ 
25C2 


18CB 


65.91 






Xo JL 


CO 1 c 


1 ft A f*\ 

1840 


25C2 


18CA 


68.65 






1 QP 
XoC 


O C A O 

oo . 43 


1840 


25C2 


184CD2 


69.23 




o 


Xo4N 


60 . 01 


184NE1 


25C2 


183C 


61.27 


Xo4XSJ£jX 


o coo 

2 5Cz 


1 O A OT^O 

XB4CD2 


26 . 96 


184NE1 


25C2 


19CA 


89-32 




O CPO 


1 OP 

19C 


O O O 1 

38 . 71 


ft ft 
20C 


25C2 


18CB 


86.12 


O HP 
2UC 


ZDC2 


1 QP TV 

loCA 


oo o c 

87 . 75 


ft fty-» 

20C 


25C2 


18C 


71.80 




O CPO 


1 OOTV 

19CA 


55 . 73 


184N 


25C2 


19C 


94.86 


Xo4JN 


25C2 


1 QPO 


CO 0 1 

68 . 81 


184N 


25C2 


183C 


15.92 


X04IV 


20C2 


1 OPK 

loCA 


56 . 71 


1 ft A 

184N 


25C2 


18C 


67.03 


Xo4N 


O CPl 


1 o a pt\o 
184CD2 


CO C ft 

53 . 50 


184N 


25C2 


19CA 


77.48 


1 OP 


o coo 
25C2 


1 Oota 

18CB 


60,71 


19C 


25C2 


183C 


79.19 




O COO 


1 OPJV 

XoCA 


C A Oft 

54 . 22 


19C 


25C2 


18C 


36.38 


1 QP 

xyc 


o coo 


1 OP IV 

19CA 


i *7 ft 
17 . 76 


18CB 


25C2 


183C 


63.21 


IoLd 


o coo 
25C2 


1 OO IV 

XoCA 


18 . 13 


18CB 


25C2 


18C 


29.64 




o coo 
25C2 


19CA 


C ft J ^ 

57 . 42 


183C 


25C2 


18CA 


47.76 


1 oor» 


o coo 
25C2 


1 oo 

18C 


C >l ft /» 

54 .26 


183C 


25C2 


184CD2 


62.80 


1 Q^P 

Xo JC 


o coo 
25C2 


19CA 


61 . 67 


18CA 


25C2 


18C 


17.97 


XoCA 


o c^o 

25C2 


19CA 


45.40 


18C 


25C2 


19CA 


28.26 




o coo 
25C3 


19CG 


ft ft ft A 

77 .70 


200 


25C3 


2 ON 


48.86 


o ao 
ZOO 


o coo 

25C3 


180D1 


82.41 


200 


25C3 


20C 


15.02 


O AO 


25C3 


2 OCA 


36.52 


200 


25C3 


19CD 


82.71 


o ao 
2UU 


ft COft 

25C3 


•i ft« 

19C 


49.69 


200 


25C3 


19N 


81.60 


zUU 


ocoo 
25C3 


19CB 


69.52 


200 


25C3 


18CG 


93.56 


o Ar\ 


o coo 
25C3 


190E1 


97 .10 


200 


25C3 


19CA 


66.55 


Xo4CDl 


o coo 
25C3 


i ft 

19CG 


70 .95 


184CD1 


25C3 


184NE1 


20.32 


Xo4CDX 


o coo 
25C3 


184CG 


1ft i ei 

17 . 18 


184CD1 


25C3 


19CD 


63.15 


184CD1 


o coo 
25C3 


1 ft%T 

19N 


84 . 37 


184CD1 


25C3 


184CA 


41.74 


Xo4CDl 


O COO 

25C3 


i a ft o 

1830 


51. 08 


184CD1 


25C3 


19CB 


82.21 


1 Q4PTY1 


ocoo 


1 O A OB 

184CB 


33 . 05 


184CD1 


25C3 


18CG 


99. 94 


X04L,UX 


2 DC J 


190E1 


AO C ft 

48 .60 


184CD1 


25C3 


19CA 


92 .55 


1 Q>!PTM 
104LD1 


o coo 
25C3 


1 A i /■« I jft 

184CE2 


ft ji >■ /•* 
24 .46 


19CG 


25C3 


2 ON 


60.87 


13CG 


o Coo 
25C3 


180D1 


86 .79 


19CG 


25C3 


20C 


80.83 


1 OPP 


o coo 
25C3 


184NE1 


70.80 


19CG 


25C3 


2 OCA 


78.71 


19CG 


ft C 

25C3 


184CG 


86.74 


19CG 


25C3 


19CD 


19.15 


19CG 


25C3 


19C 


46.56 


19CG 


25C3 


19N 


42.15 


19CG 


25C3 


184CA 


83.50 


19CG 


25C3 


1830 


50.42 


19CG 


25C3 


19CB 


14.34 


19CG 


25C3 


184CB 


93.55 


19CG 


25C3 


18CG 


90.03 


19CG 


25C3 


190E1 


29.89 


19CG 


25C3 


19CA 


32.74 


19CG 


25C3 


184CE2 


83.95 


2 ON 


25C3 


180D1 


40.95 


2 ON 


25C3 


20C 


38.02 


2 ON 


25C3 


2 OCA 


21.15 


2 ON 


25C3 


19CD 


78.19 


2 ON 


25C3 


19C 


14.72 


2 ON 


25C3 


19N 


36.90 


20N 


25C3 


184CA 


98.63 


2 ON 


25C3 


1830 


71.83 
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TABLE XI 



2 ON 


25C3 


19CB 


46 57 


2 ON 


9 COO 

X WW J 


1 Ooo 

loCG 


51.19 


2 ON 


25C3 


190E1 


90 75 

W W » / W 


20M 




1 00* 
19CA 


30.28 


2 ON 


25C3 


2420H2 


86 06 


lOUiJl 


9Co7 


O AO 

zuC 


67.75 


180D1 


25C3 


2 OCA 


45 89 

■*w • 0-7 


1 flnm 

lOUfl 


9 cm 

ZwwJ 


1 00 
19C 


52 .30 


180D1 


25C3 


19N 


45 18 

*w • iO 


1 8om 


9 coo 


1 0 A OH 

184CA 


70.04 


180D1 


25C3 


1830 


62 55 

• ww 


i 8om 


9*00 


19CB 


74.34 


180D1 


25C3 


184CB 


86 99 




9 cm 

-6 wCw 


1 00^ 
18CG 


11.19 


180D1 


25C3 


19CA 


55 77 

WW*// 


1 8nm 

x OUU1 


9 coo 


Z420H2 


51.35 


20C 


25C3 


2 OCA 


22 11 


90P 

A VW 




19CD 


90.19 


20C 


25C3 


19C 

x w w 


43 18 


90P 


9 coo 

-6 www 


19N 


73 . 89 


20C 


25C3 


19CB 


69 80 


90r 

X Uw 


9coo 

-6 www 


1 OOO 

loCG 


78.83 


20C 


25C3 


19CA 


61 77 

V X ■ / / 


9 or 

x 


X JIj 


Z420H2 


89 . 06 


184NE1 


25C3 


184CG 


32 04 


x04ftJN ILx 


9Co7 


±yCD 


56.99 


184NE1 


25C3 


19N 


96 67 






184CA 


61.92 


184NE1 


25C3 


1830 


67 5*4 


x04IMi!»x 




19CB 


84.48 


184NE1 


25C3 


184CB 


50 65 




O COO 


190E1 


42 .30 


184NE1 


25C3 


19CA 

X W w«v 


9Q 57 




ocoo 

Z WWW 


184CE2 


13 .16 


2 OCA 


25C3 

WW W 


X W WiV 


97 6ft 
7w • DO 


x UvJA 


O COO 


19C 


32.85 


2 OCA 


25C3 


19N 


57 68 

w / • DO 


90PA 


0 cm 

X www 


1 OOO 

I00O 


91. 89 


2 OCA 


25C3 


19CB 


64 99 


9 or* a 


9 COO 

ZwwJ 


1 OOO 

18CG 


57 . 06 


2 OCA 


25C3 


19CA 


50 80 




9 CPl 

2 dCj 


O A oot_?o 

2420H2 


76.89 


184CG 


25C3 


19CD 

X w Wfc/ 


80 97 




0 cm 

2wCw 


19N 


91.72 


184CG 


25C3 


184CA 


7.4 06 


1 QAnn 




1 OOO 

1830 


56.45 


184C6 


25C3 




96 6*3 


1 04rr 


0 COO 

ZwCw 


184CB 


18.84 


184CG 


25C3 


18CG 


97 58 

J w . JO 


1 fiArr* 


2wCw 


190E1 


65.78 


184CG 


25C3 


184CE2 




x04wV9 


o cm 
2 dCJ 


2420H2 


94.95 


19CD 


25C3 


19C 

XJ w 


67 50 


1 Qor\ 


2wC3 


19N 


60.85 


19CD 


25C3 

*• —#W W 


184CA 


88 90 




0 coi 

25C3 


1830 


60.91 


19CD 


25C3 


i- JVC 


7 9 A9 


xl7wL; 


0 coo 
25C3 


184CB 


92.35 


19CD 


25C3 


190E1 


1 .4 96 


xl7wJJ 


ocoo 

ZwCJ 


19CA 


51. 66 


19CD 


25C3 

w W w 




£Q fi1 
oy . ox 




0 coo 

25C3 


19N 


31.91 


19C 


25C3 

WWW 


1 84PA 


Oft "5 £ 
JO. JO 


1 QO 


25C3 


1830 


66.62 


19C 


25C3 

** w W w 




79 4 7 
O x • 4w 




0 coo 
25C3 


18CG 


61.26 


19C 


25C3 


190F1 


76 75 


1 or 1 


*5 coo 

25C3 


19CA 


18.84 


19N 


25C3 

wW w 




00 . / U 




25C3 


1830 


35.29 


19N 


25C3 


19CB 


31 75 

w X » / w 




ZDww 


1 O A PD 


85 , 03 


19N 


25C3 


18CG 


47.94 


19N 


25C3 


190E1 


67.18 


19N 


25C3 


19CA 


17.97 


19N 


25C3 


2420H2 


95.18 


184CA 


25C3 


1830 


35.33 


184CA 


25C3 


19CB 


86.05 


184CA 


25C3 


184CB 


19.26 


184CA 


25C3 


18CG 


59.77 


184CA 


25C3 


190E1 


78.16 


184CA 


25C3 


19CA 


83.25 


184CA 


25C3 


184CE2 


61.84 


184CA 


25C3 


2420H2 


75.15 


1830 


25C3 


19CB 


50.84 


1830 


25C3 


184CB 


51.32 


1830 


25C3 


18CG 


57.48 


1830 


25C3 


190E1 


57.08 
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TABLE XI 



1830 


25C3 


19CA 


49 


.31 


1830 




1 Q A npi 
-Lo4CE*£ 


75.42 


1830 


25C3 


2420H2 


96 


.01 


19CB 




1 Q/im 


99.69 


19CB 


25C3 


18CG 


79 


.10 


19CB 




-LUC/El 


44.22 


19CB 


25C3 


19CA 


18 


.92 




^ jLj 




97.58 


184CB 


25C3 


18CG 


76 


. 03 
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81 


162CB 


25017 


1610D1 


58.91 


162CB 


25017 


162CD2 


36. 


23 


162CB 


25017 


162C 


31.62 


162CB 


25017 


162NE2 


52. 


83 


162CB 


25017 


184CZ2 


81.36 


162CB 


25017 


163N 


44. 


40 


162CB 


25017 


25CB 


83.22 


162CB 


25017 


161CA 


66. 


51 


162CB 


25017 


161CB 


74.63 
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TABLE XI 



1610 


25017 


162CA 


52 . 04 


1610 


2 *7 

<£DUX / 


1 C 1 r* 
XoXC 


18.10 


1610 


25017 


162N 


36.49 


1610 


2sm *7 


ZDSG 


77 .20 


1610 


25017 


1610D1 


60.19 


16lO 


2<%A1 *7 


X62C 


58.32 


1610 


25017 


163N 


63 .78 


1610 


2 *?ni *7 

«jU1 / 


zdCB 


97.03 


1610 


25017 


161CA 


21.34 


1610 


2RH1 H 
4jU1 / 


XoXCB 


35.39 


162CG 


25017 


162CA 


48.03 


162CG 


2 sm n 


XoXC 


86.77 


162CG 


25017 


162N 


66 31 


162m 


zou± / 


Xo2CEl 


35.94 


162CG 


25017 


25SG 


73 . 55 


162fY5 




1 C 1 ATM 

XblODl 


84. 63 


162CG 


25017 


162CD2 


9 57 


I62rn 


2 sm *7 


Xo2C 


43 .30 


162CG 


25017 


162NE2 

A. \m mm A. mmm* 


24 46 




ft 

^jUI / 


184CZ2 


61.90 


162CG 


25017 


163N 


46 12 




iiOUl / 


2dCB 


64 . 34 


162CG 


25017 


161CA 


94 • 08 


162PA 


2 C A1 "7 


XoXC 


40 . 53 


162CA 


25017 


162N 


22 22 

*» *• . mm mm 


162PA 


2 ^.fM *7 


XozCEX 


76.31 


162CA 


25017 


25SG 


66 07 


1 62PA 


0 CAI O 
6jUI / 


XoXUDX 


63 . 93 


162CA 


25017 


162CD2 


57 57 


162PA 


^ DUX / 


Xo2C 


11. 05 


162CA 


25017 


162NE2 


70 12 


1 62Pfc 


O CA1 O 

ZDUX / 


XbJN 


26 . 62 


162CA 


25017 


25CB 


74 60 




o cm h 


161CA 


50 . 08 


162CA 


25017 


161CB 


64 .72 


161P 


Z3UX / 


1 COM 


20 . 53 


161C 


25017 


25SG 


84 94 


l 6ir 


ZDUX 1 


1 CI ATM 

XoXODX 


45 . 99 


161C 


25017 


162CD2 


95 86 


1 6ir 


ZDUX / 


1 coo 
Xo2C 


4 ft r a 

49 . 50 


161C 


25017 


163N 


59 81 


1 61 r 


ZDUX / 


1 C 1 ox 
XoXCA 


11 . 07 


161C 


25017 


161CB 


28 61 


1 62m 


o coi o 


XozCEX 


ft *"T ft ft 

97 . 92 


162N 


25017 


25SG 


81 29 


162M 


o cm o 

ZDUX / 


1 C 1 ATM 

XoXODX 


AC ft O 

46 • 28 


162N 


25017 


162CD2 


75 *34 


1 62ltf 


O COI O 

2 DUX / 


Xo2C 


32 .79 


162N 


25017 




Qft 1 2 


1 C2KI 


O Crt1 O 

2dUX / 


163N 


46.59 


162N 


25017 


25CB 


94 OS 


1 6 2M 


ZDUX / 


1 CIA* 

XoXCA 


ft O A 1 

28 .47 


162N 


25017 


161CB 


42 50 

• Jv 


i 62pi?i 


zDUX / 


zdSG 


ft A 1 

60 . 41 


162CE1 


25017 


162CD2 


30 63 


1 62PTT1 


^sDUX / 


1 coo 
Xo2C 


^ »"7 oft 

67 .29 


162CE1 


25017 


162NE2 


14 OS 


1 62PTJ'1 


0 COI 1 
ADUl / 


Xo4CZ2 


50 . 87 


162CE1 


25017 


163N 


59 73 


1 62PTT1 


2 tJol "7 


O Cots 


A ft ft ft 

42 . 09 


25SG 


25017 


162CD2 


77 1ft 


ZDoL* 


ZDUX / 


1 coo 

Xo2C 


56 . 56 


25SG 


25017 


162NE2 

-A. W mm rt Cr 


70 26 


2«iQP 


O Col *7 


XoJN 


>i A o ft 
40 . 80 


25SG 


25017 


25CB 


20 52 


*JOu 


mm DUX / 


1 CI OA 
XOXCA 


94 . 97 


1610D1 


25017 


162CD2 


88 85 


161 nm 


Z DUX / 


1 COO 

xozc 


74 . 74 


1610D1 


25017 


163N 


90 cc 




Z DUX / 


XoXCA 


ft ft Aft 

38.88 


1610D1 


25017 


161CB 


28 90 


1 62PTV) 


n cai *7 
ZDUX / 


1 coo 
Xb2C 


C ft 1 r 

52 . 76 


162CD2 


25017 


162NE2 


17.33 


162CD2 


25017 


184CZ2 


52.52 


162CD2 


25017 


163N 


54.44 


162CD2 


25017 


25CB 


65.18 


162C 


25017 


162NE2 


62.89 


162C 


25017 


163N 


16.06 


162C 


25017 


25CB 


63.70 


162C 


25017 


161CA 


59.72 


162C 


25017 


161CB 


75.18 


162NE2 


25017 


184CZ2 


46.51 


162NE2 


25017 


163N 


59.43 


162NE2 


25017 


25CB 


53.98 


184CZ2 


25017 


25CB 


88.90 


163N 


25017 


25CB 


48.07 


163N 


25017 


161CA 


70.75 


163N 


25017 


161CB 


87.59 
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TABLE XI 










161CA 


25017 


161CB 


17 . 64 


25SG 


25N18 


162ND1 


54 


.05 


25SG 


25N18 


1610 


72 . 12 


25SG 


25N18 


25CB 


22 


.85 


25SG 


25N18 


19NE2 


CO A A 

68 . 04 


25SG 


25N18 


23CA 


83 


.69 


25SG 


25N18 


162CE1 


55 . 83 


2SSG 


25N18 


162CA 


54 


.53 


25SG 


25N18 


190E1 


61.94 


25SG 


25N18 


162CG 


59 


.80 


25SG 


25N18 


162CB 


64.56 


162ND1 


25N18 


1610 


73 


.75 


162ND1 


2SN18 


25CB 


47 .82 


162ND1 


25N18 


19NE2 


80 


.11 


162ND1 


25N18 


162CE1 


14 .94 


162ND1 


25N18 


162CA 


39 


.62 


162ND1 


25N18 


190E1 


53 .76 


162ND1 


25N18 


162CG 


12 


.62 


162ND1 


25N18 


162CB 


29 .54 


1610 


25N18 


25CB 


91 


.76 


1610 


25N18 


162CE1 


88.51 


1610 


25N18 


162CA 


34 


.27 


1610 


25N18 


162CG 


63 . 44 


1610 


25N18 


162CB 


47.06 


25CB 


25N18 


19NE2 


AO IT A 

48 . 54 


25CB 


25N18 


23CA 


78 


.61 


25CB 


25N18 


162CE1 


42 . 68 


25CB 


25N18 


162CA 


66 


.30 


25CB 


25N18 


190E1 


39.11 


25CB 


25N18 


162CG 


58 


.13 


25CB 


25N18 


162CB 


69 • 62 


19NE2 


25N18 


23CA 


48 


.32 


19NE2 


25N18 


162CE1 


66.29 


19NE2 


25N18 


190E1 


27. 


.62 


19NE2 


25N18 


162CG 


92 .70 


23CA 


25N18 


190E1 


75. 


.78 


162CE1 


25N18 


162CA 


54.27 


162CE1 


25N18 


190E1 


39. 


.27 


162CE1 


25N18 


162CG 


26.90 


162CE1 


25N18 


162CB 


44. 


.19 


162CA 


25N18 


190E1 


90.56 


162CA 


25N18 


162CG 


30. 


.46 


162CA 


25N18 


162CB 


17.73 


190E1 


25N18 


162CG 


66. 


.12 


190E1 


25N18 


162CB 


83 .30 


162CG 


25N18 


162CB 


17. 


,35 


25SG 


25C19 


1610 


94.77 


25SG 


25C19 


162ND1 


55. 


.31 


25SG 


25C19 


25CB 


20.96 


25SG 


25C19 


162CA 


63. 


.69 


25SG 


25C19 


161C 


89.52 


25SG 


25C19 


23CA 


94. 


.30 


25SG 


25C19 


230 


76.83 


25SG 


25C19 


23C 


78. 


19 


25SG 


25C19 


162N 


77.13 


25SG 


25C19 


25N 


39. 


34 


25SG 


25C19 


19NE2 


66 .56 


25SG 


25C19 


163N 


35. 


68 


25SG 


25C19 


162CE1 


52 . 07 


25SG 


25C19 


162CB 


68. 


67 


1610 


25C19 


162ND1 


77.82 


1610 


25C19 


162CA 


38. 


27 


1610 


25C19 


161C 


6.45 


1610 


25C19 


162N 


21. 


62 


1610 


25C19 


163N 


59.92 


1610 


25C19 


162CE1 


90. 


20 


1610 


25C19 


162CB 


47.78 


162ND1 


25C19 


25CB 


49. 


17 


162ND1 


25C19 


162CA 


42.28 


162ND1 


25C19 


161C 


71. 


68 


162ND1 


25C19 


162N 


57.38 


162ND1 


25C19 


25N 


77. 


84 


162ND1 


25C19 


19NE2 


72.32 


162ND1 


25C19 


163N 


45. 


25 


162ND1 


25C19 


162CE1 


12.42 


162ND1 


25C19 


162CB 


30. 


12 


25CB 


25C19 


162CA 


73.53 


25CB 


25C19 


23CA 


82. 


52 


25CB 


25C19 


230 


74.24 


25CB 


25C19 


23C 


70. 


22 


25CB 


25C19 


162N 


89.39 


25CB 


25C19 


25N 


30. 


03 


25CB 


25C19 


19NE2 


46.97 


25CB 


25C19 


163N 


50. 


32 


25CB 


25C19 


162CE1 


41.12 


25CB 


25C19 


162CB 


72. 


32 


162CA 


25C19 


161C 


31.82 


162CA 


25C19 


162N 


16. 


65 
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TABLE XI 



162CA 


25C19 


163N 


29.20 


162CA 


& Jul? 


1 £9r»i?i 


53 . 97 


162CA 


25C19 


162CB 


17.00 


161C 


^ JV-.X27 




15 . 17 


161C 


25C19 


163N 


54.26 


161P 

J> W XV. 


^ OL-XiJ 




84 . 02 


161C 


25C19 


162CB 


41. 75 


23PA 


2*>P1 Q 


9or* 


29 . 88 


23CA 


2SC19 


23C 


18. 55 


23CA 




O CKT 


55 • 13 


23CA 


25C19 


19NE2 


45 . 62 


230 






14 . 86 


230 


25C19 


25N 


44.51 


230 




1 OK7UO 


CO ft \ 

58 . 93 


23C 


25C19 


25N 


40 . 60 


23C 




1 GXTE»0 


45 . 52 


162N 


25C19 


163N 


41 46 






IbzCEl 


^ ft r 4 

69 . 54 


162N 


25C19 


162CB 


28 25 


25M 

^ JIM 


O CpM Q 


19NE2 


36 . 78 


25N 


25C19 


163N 


74 96 


25N 




loZLEl 


C*7 *7 ft 

67 . 79 


19NE2 


25C19 


163N 


96.25 






IbZLfcl 


C ft ft ft 


163N 


25C19 


162CE1 


51.59 


163N 

XU Jll 




1 corn 


1Q e ft 


162CE1 


25C19 


162CB 


42 . 53 


1610 




Z-)ob 


71 .78 


1610 


25C20 


161C 


1 . 07 


25^n 

JOVI 






0 ft q c 


25S6 


25C20 


230 


69.40 






910 
ZJt 


CO At 

bo . 41 


25SG 


25C20 


161C 


71 72 




9 cp»9n 




Oft ft A 

30 . 94 


23CA 


25C20 


23C 


18 34 


2in 




ZJC 


14 . 77 


1610 


25C21 


161C 


6 69 

W . W J 


iOXU 




IbXC 


13 . 34 


1610 


25C22 


161CA 


34 90 


X U XV 


9«\r*99 




A A 0*7 

44 . 27 


161C 


25C22 


161CA 


21 77 


X w XV* 




XolCB 


0 /1 0 q 
34 . 39 


161CA 


25C22 


161CB 


20 42 


1 AAMF1 
XO^IMCiX 


9 CXT9ii 


lo4CZ2 


A ft ^ O 

42 . 68 


184NE1 


25N24 


184CE2 


21 38 








A ft rift 
4*7 . 0 / 


184NE1 


25N24 


162ND1 


68 83 

WW • W«J 


184NF1 


9 5M9 4 




CI cc 
51 • 55 


184NE1 


25N24 


19CD 


58 .30 




9 RM9 4 




/5 . o4 


184NE1 


25N24 


184CD1 


9 .07 


184ME1 


9 C M9A 


XO 4<~£lZ 


CI *3 Q 
OX .jo 


184C22 


25N24 


184CE2 


21 94 


184CZ2 


9^M94 


X^UCX 


oc no 
o5 . 09 


184CZ2 


25N24 


162ND1 


64.71 


1 84P79 


Z JiNJZfi 


lOZLr.1 


c*7 cn 
5 / . b / 


184CZ2 


25N24 


19CD 


98 .31 


184^22 






cn 00 
50 . 


184CZ2 


25N24 


184CH2 


9 .57 


184CE2 




X ^UilX 


£0 -a c 
bo . 0 5 


184CE2 


25N24 


162ND1 


68 77 

WW.// 


1 ft4PP2 


9 C.1U9A 


1 £Opn 


c c 00 
55 . J J 


184CE2 


25N24 


19CD 


79 25 


1 R4PF9 
X Oftv.£i<£ 




1 QXTC*0 


O C ft ft 

96. 20 


184CE2 


25N24 


184CD1 


28 46 

*» w . *» w 


184PF9 




lo4LnZ 


JO • 12 


190E1 


25N24 


162MD1 


Sft 04 

JO • VJ'i 






i coon 


A A C ft 

44 . 62 


190E1 


25N24 


X 7V»U 


ID • Uj 


x^Uilx 


ZDNZ4 


19ME2 


29 . 68 


190E1 


25N24 


184CD1 


47 21 


X 27 WAX 


<&DrJz4 


lo4LnZ 


ft A £~ C 

94 . 65 


162ND1 


25N24 


162CE1 


18.14 


162ND1 


25N24 


19CD 


72.35 


162ND1 


25N24 


19NE2 


76.87 


162ND1 


25N24 


184CD1 


75.84 


162ND1 


25N24 


184CH2 


69.90 


162CE1 


25N24 


19CD 


60.33 


162CE1 


25N24 


19NE2 


69.25 


162CE1 


25N24 


184CD1 


58.03 


162CE1 


25N24 


184CH2 


65.20 


19CD 


25N24 


19NE2 


17.04 


19CD 


25N24 


184CD1 


53.84 


19NE2 


25N24 


184CD1 


70.73 


184CD1 


25N24 


184CH2 


58.50 


25SG 


25C25 


25CB 


32.75 


25SG 


25C25 


25N 


68.12 


25SG 


25C25 


25CA 


46.11 
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TABLE XI 



o c o^ 

25SG 


*\ c^O C 

25C25 


19NE2 


ft 1 ft c 

91.26 


O C 

25SG 


25C25 


162ND1 


50.45 


25SG 


o c^o c 

25C25 


1610 


83 .98 


25SG 


25C25 


26N 


50.26 


25S6 


25C25 


O CO 

25C 


Oft O Jl 

39.24 


25SG 


25C25 


24C 


75.91 


o c r*o 

25SG 


O C/ll c 

25C25 


1 J^ O «T 

163N 


26 . 06 


25SG 


25C25 


190E1 


68.77 


25SG 


ft C ft t? 

25C25 


162CA 


52 . 77 


25SG 


25C25 


162CE1 


48.87 


25SG 


ft c oo e 

25C25 


24CA 


93 . 64 


25SG 


25C25 


19 CD 


79.92 


O con 


O coo c 

25C25 


O C«.Y 

25N 


a *y o c 

43 .75 


25CB 


25C25 


25CA 


22.80 


Con 

25CB 


*\ coo c 

25C25 


O O A 

23C 


96 . 85 


25CB 


25C25 


19NE2 


58.71 


O COO 

25CB 


1 coo c 

25C25 


162ND1 


CO ft ft 

52 . 80 


25CB 


25C25 


24N 


79.85 


o cno 

25CB 


o coo c 

25C25 


O C»T 

26N 


A ft CO 

49 . 57 


25CB 


25C25 


25C 


32.45 


O Con 

25CB 


o coo c 

25C25 


O Jl o 

24C 


CO ft c 

53 . 95 


O C <lr> 

25CB 


25C25 


163N 


56.86 


O Cora 

25CB 


o coo c 
25C25 


1 ft An 1 

190E1 


39 .72 


25CB 


25C25 


162CA 


76.70 


con 

25CB 


o c/n c 

25C25 


i c o o w i 

162CE1 


Jl c c 

41.55 


25CB 


25C25 


24CA 


71.02 


25CB 


O C/IO c 

25C25 


19CD 


A ft Oft 

48 .30 


25N 


25C25 


230 


61.20 


O CM 

25N 


o coo c 

25C25 


O CO* 

25CA 


O O CO 

22 . 53 


25N 


25C25 


23C 


54.87 


O C VT 


O P/ict C 

25C25 


23CA 


71 .33 


25N 


25C25 


19NE2 


46.58 


O C»T 

25N 


25C25 


162ND1 


94 .33 


25N 


25C25 


24N 


38.82 


O C%T 

25N 


o c^o c 

25C25 


26N 


37 . 62 


25N 


25C25 


25C 


32.96 


O cm 


o c^o c 

25C25 


O A 

24C 


10.58 


25N 


25C25 


163N 


94.01 


25N 


25C25 


190E1 


53 .89 


25N 


25C25 


162CE1 


80.69 


25N 


25C25 


24CA 


27 .34 


25N 


25C25 


19CD 


48.28 


O o r\ 

230 


25C25 


25CA 


82 .78 


230 


25C25 


23C 


18.78 


ft "1 A 

230 


25C25 


23CA 


35.84 


230 


25C25 


19NE2 


73.70 


O O A 

230 


25C25 


24N 


31.06 


230 


25C25 


26N 


72.39 


230 


ft f AO fT 

25C25 


25C 


83 .36 


230 


25C25 


24C 


51.02 


230 


25C25 


190E1 


99 .77 


230 


25C25 


24CA 


34.14 


230 


25C25 


19CD 


86.19 


25CA 


25C25 


23C 


77.38 


25CA 


25C25 


23CA 


92 .63 


25CA 


25C25 


19NE2 


55.22 


1 CO » 

25CA 


O C c 

25C25 


162ND1 


75 .50 


25CA 


25C25 


24N 


61.07 


25CA 


25C25 


26N 


33 .30 


25CA 


25C25 


25C 


18.88 


25CA 


25C25 


24C 


31.91 


25CA 


25C25 


163N 


72.17 


25CA 


25C25 


190E1 


48 .70 


25CA 


25C25 


162CA 


96.87 


O C /-t* 

25CA 


25C25 


162CE1 


63 .50 


25CA 


25C25 


24CA 


49.61 


25CA 


25C25 


19CD 


50.26 


23C 


25C25 


23CA 


22.22 


23C 


25C25 


19NE2 


55.76 


23C 


25C25 


24N 


17.04 


23C 


25C25 


26N 


77.83 


23C 


25C25 


25C 


83.98 


23C 


25C25 


24C 


46.58 


23C 


25C25 


190E1 


82.85 


23C 


25C25 


24CA 


28.93 


23C 


25C25 


19CD 


68.78 


23CA 


25C25 


19NE2 


53.36 


23CA 


25C25 


24N 


33.27 


23CA 


25C25 


26N 


99.45 


23CA 


25C25 


24C 


65.16 


23CA 


25C25 


190E1 


80.77 


23CA 


25C25 


24CA 


48.92 


23CA 


25C25 


19CD 


66.76 


19NE2 


25C25 


162ND1 


78.91 


19NE2 


25C25 


24N 


43.72 


19NE2 


25C25 


2 6N 


83.54 


19NE2 


25C25 


25C 


73.61 


19NE2 


25C25 


24C 


50.86 
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TABLE XI 





o cm c 


1 QAT71 
1 JUL! 


99 Q Q 

Z / . oo 


19NE2 


25C25 


162CE1 


65.60 


1 OMTO 
J-JNCiZ 




OAA» 
Z4WI 


C 1 AC 

ox . 4o 


19NE2 


25C25 


19CD 


13.57 


J.OZN4J1 


9 CAO C 


1 £1 o. 


CC 1 1 

bo . 11 


162ND1 


25C25 


26N 


97.49 


1 fi9MTl1 
J.OZINU1. 


OCpO C 
ZOCZO 


ft CO 


ol . y\J 


1 C OM^i 

162ND1 


ft tr^^ft 

25C25 


163N 


47.00 


X DZJNJJJ. 


ZDUZ3 


1 QAri 


C9 ni 
->z . Ul 


lozNDl 


O ^»ft IT 

25C25 


162CA 


38.64 


X OZJNUJ. 


9 coo c 




i a cn 
14 . OU 


162ND1 


ft Cy^ft f 

25C25 


19CD 


65.91 


1 CIA 
1D1U 




1 C*lM 


CO 1 c 
JO . lO 


1 cn o 
lolO 


ft C rf^ft IT 

25C25 


162CA 


33.71 


1 CIA 
1D1U 






on 9i 
oU • / 1 


O AVf 

z4N 


ft C ^ft 

25C25 


26N 


67.35 


Z 4N 


9 co9 c 


o CO 


on An 


ft Jl»Y 

24N 


25C25 


24C 


31.89 


Z4N 


9 COO c 




CO o c 

oo . to 


ft il»T 

24N 


25C25 


24CA 


16.51 




ZDLZD 


1 qar 


C C jIC 

55 . 45 


ft r%» 
2 6N 


25C25 


25C 


17.11 


O CM 


O COO c 

25C25 


O >l o 

24C 


37.71 


ft <"*T 

26N 


25C25 


163N 


70.13 


O CM 

Z ON 


o c 


190E1 


O 1 ft ft 

81 . 99 


26N 


25C25 


162CA 


99.71 


9 CM 
Z ON 




162CE1 


o ft ft c 

89 . 75 


ft f «T 

26N 


25C25 


24CA 


50.94 


9 CM 
ZON 


9 coo c 


19CD 


Oft ft /- 

82 . 06 


ft 

25C 


25C25 


24C 


38.11 




zbC2o 


1 COM 

163N 


63 .33 


ft c *** 

25C 


25C25 


190E1 


66.63 


ZDC 


o coo c 


1 COAH 


ft 1 O C 

91 . 85 


ft C" /-I 

25C 


25C25 


162CE1 


73 .03 


9Co 


9 coo c 


O A OX 

Z4CA 


C C 1 ft 

55 • 12 


ft C" i^i 

25C 


25C25 


19CD 


69.13 




9cooc 




CO o o 
o2 . 72 


24C 


25C25 


162CE1 


91.22 




o coo c 


z4CA 


1 o on 

17 . 90 


ft 

24C 


25C25 


19CD 


55 .23 








o c no 
oo • Oz 


1 COM 

163N 


ft c ^o r 

25C25 


162CA 


29.58 




o coo c 


lozCEl 


co o *a 
53 . 83 


163N 


25C25 


19CD 


99.46 


1 QAU1 


o coo c 
25C25 


1 coox 
lozCA 


ft ft ft "» 

90 . 22 


190E1 


25C25 


162CE1 


38.06 




ocooc 


O A OX 

24CA 


»71 Oft 

71.30 


190E1 


25C25 


19CD 


14.33 


1 C90H 


o coo c 


1 C ft Of 1 

162CE1 


52 . 16 


162CE1 


25C25 


19CD 


52,25 


ft >• OTV 

z4CA 


ft coo c 

2 5C25 


19CD 


60.28 


25S6 


25026 


25N 


75.08 


1CPA 


o coo C 
ZOOZo 


o cod 


37 .30 


25SG 


25026 


25CA 


54.02 


9 ceo 


o coo c 
zdOzo 


O >l o 

24C 


86.45 


ft r~ 


25026 


19CD 


97.95 


9 CCP 


o coo c 
zdvjzo 


1 QATJ1 

190E1 


82 .42 


25SG 


25026 


25C 


45.95 


O C OA 


o coo c 
2502 6 


O CXT 

26N 


51. 16 


25SG 


25026 


162ND1 


46.91 


OCCA 

ZObLj 


o coo c 
ZDUZO 


1 CO OW1 

lozCEl 


co c i 

52 . 51 


25N 


25026 


23C 


71.27 


9 CM 
ZDN 


o coo c 


ft co» 


A ft ft 1 

49.91 


25N 


25026 


23CA 


95.71 


O CXT 

z5N 


o coo ^ 

25026 


19NE2 


63 .43 


25N 


25026 


230 


74.28 


O CM 

zbN 


2502 6 


ft A *L.t 

24N 


51.65 


25N 


25026 


25CA 


24. 00 


o cm 
ZON 


2502 6 


24C 


13 . 92 


25N 


25026 


19CD 


63.32 


25N 


25026 


190E1 


66.78 


25N 


25026 


24CA 


35.47 


25N 


25026 


23N 


92.49 


25N 


25026 


220 


75.23 


25N 


25026 


25C 


29.57 


25N 


25026 


26N 


34.00 


25N 


25026 


162ND1 


97.43 


25N 


25026 


22C 


83.38 


25N 


25026 


162CE1 


86.18 


23C 


25026 


23CA 


29.24 


23C 


2502 6 


19NE2 


77.74 


23C 


25026 


230 


22.63 


23C 


25026 


24N 


23.28 


23C 


25026 


25CA 


95.23 


23C 


25026 


24C 


57.44 


23C 


25026 


19CD 


92.50 


23C 


25026 


24CA 


35.81 


23C 


25026 


23N 


31.40 
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23C 


»"\ poo 

25026 


O OO 

220 


45 .44 


23C 


25026 


25C 


94.92 


2 JC 


O C/\*i£ 

25026 


O CM 

2oN 


ft C 1 A 

85 .14 


O o o 

23C 


25026 


22C 


36.80 


25CB 


"1 coo c 

25026 


1 OnTTTt O 

19NE2 


o rr on 

75 .38 


25CB 


25026 


25CA 


26.07 


O C OP 


o e oo c 

25026 


O A O 

24C 


63 .79 


25CB 


25026 


19CD 


62.61 


25CB 


O COO £ 

25026 


190E1 


50 . 03 


25CB 


25026 


24CA 


85.37 


25CB 


O COO £ 

25026 


O CO 

25C 


32 . 00 


25CB 


25026 


26N 


48.03 


o Cod 
25CB 


o coo c 

25026 


162ND1 


48 .42 


25CB 


25026 


162CE1 


40.75 


o *a on 


o coo r 

25026 


19NE2 


74.13 


23CA 


25026 


230 


44.84 


o *s on 

23CA 


o coo f 

25026 


O A M 

24N 


44 .10 


23CA 


25026 


24C 


82.84 


O O on 

23CA 


O c oo f~ 

25026 


19CD 


89.48 


23CA 


25026 


24CA 


61.85 


O "3 on 

23CA 


O coo £~ 

25026 


O O ti 

23N 


7.91 


23CA 


25026 


220 


37.03 


o *3 on 
23CA 


o. coo c 
25026 


o oo 

22C 


o o on 

22 .99 


19NE2 


25026 


230 


99.02 


JL3N£i2 


O. C^O c 


o vim 

24N 


c ft co 

59 . 57 


19NE2 


25026 


25CA 


69.12 


19NE2 


o coo c 

25026 


O >t O 

24C 


64.61 


19NE2 


25026 


19CD 


15.61 


19NE2 


o coo c 

25026 


1 ftom^ 

190E1 


33 .20 


19NE2 


25026 


24CA 


66.27 


1 Qnrco 

19NE2 


*5 COO C 

25026 


23N 


66.26 


19NE2 


25026 


220 


37.24 




25026 


O CO 

25C 


ft C St j 

85 . 04 


19NE2 


25026 


26N 


96.39 




o coo c 

25026 


162ND1 


87 . 10 


19NE2 


25026 


22C 


51.16 


19NE2 


o c oo c 
25026 


1 £ A/»W4 

162CE1 


72.58 


230 


25026 


24N 


40.19 


O Oo 

230 


o coo 

25026 


O C o n 

25CA 


95. 80 


230 


25026 


24C 


61.05 


230 


25026 


24CA 


42.72 


230 


25026 


23N 


49.93 


O "3 O 

230 


25026 


220 


68.06 


230 


25026 


25C 


89.22 


O ^ o 

230 


o c oo ^ 

25026 


26N 


75.10 


230 


25026 


22C 


58.63 


24N 


o coo e 

25026 


o c 

25CA 


75. 32 


24N 


25026 


24C 


38.83 


O i« 

24N 


o c oo /* 

25026 


19 CD 


72. 68 


24N 


25026 


190E1 


88.39 


24N 


25026 


24CA 


19.05 


24N 


25026 


23N 


41.71 


24N 


25026 


220 


37.44 


24N 


25026 


25C 


79.23 


24N 


o c oo /" 

25026 


26N 


74.55 


24N 


25026 


22C 


37.15 


O Con 

25CA 


25026 


24C 


37 .79 


25CA 


25026 


19CD 


62.07 


O Con 


o coo /"• 

25026 


190E1 


57.50 


25CA 


25026 


24CA 


59.43 


O, CO* 

25CA 


O CoO /" 

25026 


220 


92 .92 


25CA 


25026 


25C 


16.48 


O Con 

25CA 


25026 


26N 


31.94 


25CA 


25026 


162ND1 


74.28 


o c ^» 

25CA 


25026 


162CE1 


64.77 


24C 


25026 


19CD 


68.53 


O VI O 

24C 


O C OO /* 

25026 


190E1 


75.73 


24C 


25026 


24CA 


21.65 


24C 


25026 


23N 


80.40 


24C 


25026 


220 


67.31 


24C 


25026 


25C 


40.54 


24C 


25026 


26N 


39.44 


24C 


25026 


22C 


73.15 


24C 


25026 


162CE1 


99.55 


19CD 


25026 


190E1 


17.61 


19CD 


25026 


24CA 


75.72 


19CD 


25026 


23N 


81.58 


19CD 


25026 


220 


52.77 


19 CD 


25026 


25C 


78.56 


19CD 


25026 


26N 


92.72 


19CD 


25026 : 


L62ND1 


71.98 


19CD 


25026 


22C 


66.59 


19CD 


25026 : 


L62CE1 


57.18 


190E1 


25026 


24CA 


87.94 


190E1 


25026 


23N 


98.65 


190E1 


25026 


220 


70.22 


190E1 


25026 


25C 


73.17 


190E1 


25026 


26N 


89.43 
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1 QfM?1 


Z JUZD 


xozrijji 


C A •? C 

54 • 76 


190E1 


25026 


22C 


83.88 




Z3UZO 


IbZCbl 


39 . 72 


ft A P^ 

24CA 


25026 


23N 


60.38 




zouzo 


zzO 


54 .26 


24CA 


25026 


25C 


60.91 


o.4px 


ZdOzd 


O £M 

ZoN 


55 . 50 


24CA 


25026 


22C 


56.01 


Z JJN 


ZDUZO 


zzO 


oft ft o 
29 . 27 


23N 


25026 


22C 


15.20 


n or\ 
^ZU 


ZOOzo 


OOP 

zzC 


^ A ft ft 

14 . 07 


25C 


25026 


26N 


16.90 


O CP 

ZOC 


*5 COO C" 

25026 


162ND1 


78 . 47 


25C 


25026 


162CE1 


72.68 


zoN 


zdOzo 


162ND1 


91.53 


26N 


25026 


162CE1 


88.05 


lozNDl 


"5 c oft c 
25026 


162CE1 


15. 41 


25SG 


25C27 


25N 


57.08 


zoSG 


O Cr*') ft 

25C27 


ft g/in 

25CB 


21. 02 


25SG 


25C27 


26N 


58.38 


zoSG 


25C27 


ft CP* 


39.38 


25SG 


25C27 


24N 


91.00 


O C OP 


ZOCz / 


nip 

24C 


ft ft ft *> 
70.32 


25SG 


25C27 


25C 


43.75 


o c op 


O CPOO 

zoCz / 


1 £ 1 o 


C r\ ftp 

68 .95 


25SG 


25C27 


26CB 


82.20 


o c ep 


O Cr»0 ft 

25C27 


ft Jl P» 

24CA 


87 .49 


25SG 


25C27 


26CG 


96.26 


2 JO 


1 C Oft ~7 

25C27 


23C 


18. 46 


230 


25C27 


25N 


62.85 


Z JO 


25C27 


obCA 


58 . 88 


230 


25C27 


25CB 


97.75 


z JO 


ft c pft ft 

25C27 


26CD1 


56. 83 


230 


25C27 


26N 


82.95 


ft ftp 

z JO 


O COOT 

25C27 


2 JCA 


34.44 


230 


25C27 


25CA 


81.88 


Z JO 


O COft ft 

25C27 


24N 


28 . 16 


230 


25C27 


24C 


51.85 


z JO 


i Cnn ft 

25C27 


25C 


88.07 


230 


25C27 


65N 


46.70 


2 JO 


*•> ppOft 

25C27 


26CB 


86.79 


230 


25C27 


66N 


79.07 


ft 1 p 
Z JO 


ft c/in ft 

25C27 


24CA 


33 .37 


230 


25C27 


26CG 


69.96 


z JO 


o e pft n 

25C27 


65C 


66.97 


23C 


25C27 


25N 


53.34 


z 3C 


25C27 


65CA 


76.45 


23C 


25C27 


25CB 


84.25 


nop 

z JC 


o e po ft 

25C27 


26CD1 


70.76 


23C 


25C27 


26N 


83.38 


Z JC 


O COO ft 

Z5C27 


o *a o» 

2 JCA 


21 . 08 


23C 


25C27 


25CA 


72.15 


O *5P 
Z JC 


o coo o 
Z5C27 


ft A *T 

24N 


15 .52 


23C 


25C27 


240 


46.42 


z JC 


25C27 


ft c p 

25C 


83 .42 


23C 


25C27 


65N 


62.90 


*5 *ap 
z JC 


O CrO ft 

25C27 


26CB 


96.45 


23C 


25C27 


66N 


97.46 


z JC 


25C27 


ft A P» 

24CA 


29.98 


23C 


25C27 


26CG 


81.94 


OOP 

z JC 


ft C /-.ft »-» 

25C27 


65C 


85.36 


25N 


25C27 


25CB 


36.48 


O cm 

z5N 


i f? pft ft 
25C27 


26C01 


68.71 


25N 


25C27 


26N 


39.49 


ZDN 


O C Oft ft 

25C27 


ft ft PH 

23CA 


66.25 


25N 


25C27 


25CA 


19.15 


O Cm 

zdN 


ft e oft ft 

25C27 


24N 


37 .84 


25N 


25C27 


24C 


14.42 


ft C%.¥ 

25N 


25C27 


25C 


31.97 


25N 


25C27 


26CB 


68.32 


ft CM 

25N 


25C27 


24CA 


30.42 


25N 


25C27 


26CG 


67.30 


65CA 


25C27 


26CD1 


53.12 


65CA 


25C27 


23CA 


82.66 


65CA 


25C27 


24N 


86.51 


65CA 


25C27 


24C 


98.45 


65CA 


25C27 


65N 


15.90 


65CA 


25C27 


26CB 


77.82 


65CA 


25C27 


66N 


30.25 


65CA 


25C27 


24CA 


84.16 


65CA 


25C27 


26CG 


63.87 


65CA 


25C27 


65C 


14.85 


25CB 


25C27 


26CD1 


96.07 


25CB 


25C27 


26N 


48.98 


25CB 


25C27 


23CA 


88.62 


25CB 


25C27 


25CA 


20.65 


25CB 


25C27 


24N 


70.19 


25CB 


25C27 


24C 


50.31 
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25CB 




25C 

4b JV« 


19 ft^ 


9 Cpp 
4b D^. £3 


ZDL.Z / 


1 c 1 r\ 
lolO 


88. 13 


25CB 


25C27 


4b UVJJ 


7ft 77 


9^PP 
4& DV-I3 


ZDUZ / 


Z4CA 


66.76 


25CB 


25C27 

4b JW« # 


2 6CG 

4b VbW 


Aft m 


4b OwJJX 


ZDV»Z / 


ZoN 


49.41 


26CD1 


25P27 


91 PA 

4b mJ 


Qfl 7n 


9 fipni 


ZDv»Z / 


zdCA 


76.35 


26CD1 


25P27 

4b Jb4* / 


24N 

4b tBXtI 


67 91 

V / • 4b J 


9fipm 

Z OwiJX 


ZDL.Z / 


Z4C 


55.82 




4b ^W4b / 


25P 

4b JV, 


fiA 7f) 

04 . / KJ 


9 Arrti 

4SOLJJI 


O ROOT 
ZDv~Z / 


obN 


58 .91 


26CD1 


25C27 


26CB 

4b Ubfl 


32 

•J 4b • D_7 


9fipni 

46 OLUi 


ZDL.Z / 


00N 


42 .33 


26CD1 


25P27 


24PA 

4b VWl 


52 sn 

-J 4b • «J U 


9fipni 

Z OwJJX 


ZDUZ / 


zoCG 


14 . 60 






65P 


AA ^7 


9 GKI 
4bOJM 


9 CP07 
ZDL.Z / 


zdCA 


33.28 


2 6N 




24N 

4b *mL\ 


fiQ 16 


46 on 




Z4C 


38.31 


26N 

4b W&V 


25P27 

4b f 


25P 

4b WW 


XO • X -3 


ZOJM 


9 Cr")7 
ZDCZ / 


O con 
ZOCB 


31.48 


26N 


25P27 

4b WV»4b f 


UWil 


ftl 


9 AM 
4fi OJN 


ZDL.Z / 


Z4CA 


D3 . 43 


26N 


25P27 

4* J^4j / 


26PG 

4b WWW 


1Q 91 


Z OJN 


ZDUZ / 


ftp 
odC 


91 . 08 


23CA 


25P27 

4b «J V»4b / 


25PA 

4b W\mk4T\ 


ft9 QO 

04b • KJ 


91Pa 


9 Rf»0 7 
ZDUZ / 


9 AM 
Z4N 


32 . 54 


23CA 

4b W Wl 


25C27 

4b W V» 4b / 


24P 


fil 47 


91PA 


ZDL.Z / 


9 

ZdC 


98 . 17 


23CA 


25P97 

4b«Jv»4b / 




fi7 nn 




ZDUZ / 


z4CA 


49 . 60 


23CA 


25C27 

4b «J W 4£> / 


65P 


Q5 (14 


Z DLA 


9 QP07 
ZDUZ / 


Z4N 


Do . 77 


25CA 


25P27 

4b *J W4b / 


24P 


11 07 


9QPA 
ZOLA 


ZDUZ / 


9 err" 
ZdC 


19 . 16 


25CA 


25C27 

4*WV»* # 


26PB 

4b UVpO 


fid 7fi 


ZDVJA 


ZDuZ / 


Z4CA 


AO a "5 

48 . 93 


25CA 


25C27 

4b JUL / 


26PG 

4b UVV 


7n 1 7 


9 AM 
Z ttJN 


9 Q09*7 
ZDUZ / 


9 Ar» 
Z4C 


Ol iO 

31 . 48 


24N 

4b 


25P27 

4bW\»4b / 


25P 


fifi Oft 


9 AM 
Z4JN 


ZDL.Z / 


ODN 


■7 it ©£ 
74 . 86 


24N 


25P97 


4b OLD 


fl7 1 


Z4JN 


zdCz / 


24CA 


17 .56 


24N 

4 IBM 


25P27 

4b / 


4b QLU 




9 AM 
Z4N 


ZDL.Z / 


odC 


92 . 54 


24C 


25P27 

4b.J\»4b / 


25P 

4b JL 


17 91 

O / . 4b J 


9Ar" 
Z4U 


ZDL.Z / 


£ Cvr 
ODN 


93 • 14 


24C 


25P97 

i< J^4j / 


4b OU3 


fil fi1 

OX ■ ox 


9 

Z4U 


zdCz / 


DON 


98 . 06 


24C 


25P27 

4b JUi< / 


41~jM 


1 P AP 
X O • 4o 


Z41, 


ZdCz / 


ZoCG 


56 .79 


24C 

4S T« S» 


4bD\»4b / 


fi^P 




ZDC 


O C4^0*T 

zdCz/ 


ZoCB 


46.70 


25C 


25P97 

4b.J\ w 4b> / 




QQ c;i 


ZDC 


ZdCz 7 


24CA 


C t? AO 

55 .28 


25C 


25P97 

4b 3V»4b / 


9fiPf2 

ZOVA? 


DD • JU 


ODN 


ZDCZ/ 


ZoCB 


OA t 4 

88 .24 




95P9 7 

4b^JV»4b / 




4j • 0 / 


ODN 


Z5C27 


24CA 


76.36 




95P97 


9fiPf2 
45 DLb 


79 nn 
/ 46 . uu 


odN 


25C27 


65C 


30.06 




95P97 

Z DV»Z / 


OOIM 


jj . 44 


ZoCB 


25C27 


24CA 


69.63 






Z OL.L7 


1 q no 


O COTS 

zoCB 


25C27 


65C 


64.59 




9QP97 


9 Ana 

4i4Ui 


yi • do 


00N 


25C27 


26CG 


45.61 




95P97 

ZDLZ / 




XD . OX 


Z4CA 


25C27 


26CG 


58.92 


24PA 


9QP97 

ZDV»Z / 


DDL. 


OD . 3D 


zoCG 


25C2 7 


65C 


52 . 65 


25SG 


25028 : 


1610 


76.60 


25SG 


25028 


230 


80.25 


25SG 


25028 


26CD1 


87.41 


25SG 


25028 


26N 


47.59 


25SG 


25028 


26CB 


75.36 


25SG 


25028 


161C 


77.06 


25SG 


25028 


25CB 


9.94 


25SG 


25028 


163N 


39.01 


65CA 


25028 


230 


50.13 


65CA 


25028 


66N 


33.41 


65CA 


25028 


660 


67.54 


65CA 


25028 


26CD1 


48.79 


65CA 


25028 


65C 


17.37 


65CA 


25028 


26N 


90.83 


65CA 


25028 


26CB 


76.12 


1610 


25028 


161C 


10.43 
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1610 


25028 


25CB 


85.93 


1610 


25028 


163N 


57.90 


230 


25028 


66N 


73.33 


230 


25028 


660 


98.34 


230 


25028 


26CD1 


46.36 


230 


25028 


65C 


62.14 


230 


25028 


26N 


63.88 


230 


25028 


26CB 


73.66 


230 


25028 


25CB 


70.99 


66N 


25028 


660 


34.18 


66N 


25028 


26CD1 


42.77 


66N 


25028 


65C 


16.09 


66N 


2S028 


26N 


80.82 


66N 


25028 


26CB 


55.05 


660 


25028 


26CD1 


53.93 


660 


25028 


65C 


50.27 


660 


25028 


26N 


71.20 


660 


25028 


26CB 


41.80 


660 


25028 


163N 


96.32 


26CD1 


25028 


65C 


44.16 


26CD1 


25028 


26N 


42.70 


26CD1 


25028 


26CB 


31.40 


26CD1 


25028 


25CB 


78.43 


65C 


25028 


26N 


86.36 


65C 


25028 


26CB 


65.21 


26N 


25028 


26CB 


29.67 


26N 


25028 


25CB 


40.69 


26N 


25028 


163N 


65.13 


26CB 


25028 


25CB 


69.78 


26CB 


25028 


163N 


79.13 


161C 


25028 


25CB 


86.86 


161C 


25028 


163N 


52 .19 


25CB 


25028 


163N 


47.47 


660 


25C29 


66N 


48.91 


660 


25C29 


65CA 


91.41 


660 


25C29 


65C 


68.29 


660 


25C29 


66C 


13.27 


660 


25C29 


26CD1 


67.50 


660 


25C29 


66CA 


34.11 


660 


25C29 


26CB 


50.71 


660 


25C29 


26CG 


54.55 


660 


25C29 


65N 


99.08 


660 


25C29 


650 


66.95 


660 


25C29 


26N 


80 .09 


66N 


25C29 


65CA 


42.87 


66N 


25C29 


65C 


19 .38 


66N 


25C29 


66C 


36.24 


66N 


25C29 


26CD1 


51.44 


66N 


25C29 


66CA 


15.57 


66N 


25C29 


26CB 


68.44 


66N 


25C29 


26CG 


54.31 


66N 


25C29 


230 


78.55 


66N 


25C29 


65N 


50.66 


66N 


25C29 


650 


18.11 


66N 


25C29 


26N 


91.42 


65CA 


25C29 


65C 


23 .73 


65CA 


25C29 


66C 


79.07 


65CA 


25C29 


26CD1 


55.65 


65CA 


25C29 


66CA 


58.35 


65CA 


25C29 


26CB 


89 .86 


65CA 


25C29 


26CG 


70.46 


65CA 


25C29 


230 


47.25 


65CA 


25C29 


65N 


7.81 


65CA 


25C29 


650 


25.70 


65CA 


25C29 


26N 


94.75 


65C 


25C29 


66C 


55.59 


65C 


25C29 


26CD1 


52.52 


65C 


25C29 


66CA 


34 .70 


65C 


25C29 


26CB 


79.47 


65C 


25C29 


26CG 


61 . 82 


65C 


25C29 


230 


65.09 


65C 


25C29 


65N 


31 53 


65C 


25C29 


650 


2.78 


65C 


25C29 


26N 


95.49 


66C 


25C29 


26CD1 


64.26 


66C 


25C29 


66CA 


21.04 


66C 


25C29 


26CB 


56.28 


66C 


25C29 


26CG 


54.75 


66C 


25C29 


65N 


86.84 


66C 


25C29 


650 


54.09 


66C 


25C29 


26N 


86.08 


26CD1 


25C29 


66CA 


57.66 


26CD1 


25C29 


26CB 


35.62 


26CD1 


25C29 


25SG 


81.23 


26CD1 


25C29 


26CG 


17.23 


26CD1 


25C29 


230 


45.73 


26CD1 


25C29 


65N 


58.39 


26CD1 


25C29 


650 


54.62 
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WO 97/16177 



PCT/US96/17512 









TABLE XI 








9 Apm 


9E.P9Q 


9 AM 


42.97 


66CA 


9^r»9Q 
Z JLZi? 


9 cm 


o4 , jo 




95P9Q 
Z3V*Z7 




54.97 


66CA 


9C.P9Q 
ZDCZ 27 


97n 

Z JU 


yz . U4 






ASM 

D JIN 


66.15 


66CA 


ZDUZy 


CCA 

OjU 








9 AM 
Z DIN 


91.66 


26CB 


9CP9 Q 

zdcz y 


ZObCi 


•7 •> A A 

73 . 09 


Z VVrJ9 


Z 3V_Z-7 


Z OLu 


19.41 


26CB 


zduz y 


z jU 


74 . 83 


9 APT* 


9C.P9Q 


O DIM 


93.60 


26CB 


zDczy 


CCA 

DjO 


OA C C 

80.55 


9 An* 




9 KM 
Z DIM 


29.84 


25SG 


z DCzy 


zoCG 


81. 03 


9cec 


ZDL>Z:? 




65.42 


25SG 


ZDCzy 


1 CIA 


57 . 72 






9 AM 
Z DIM 


44.40 


26CG 


ZDLzy 


Z JO 


61 .35 






C CVT 
O DIM 


74.27 


26CG 


zoczy 


odO 


63 .28 


9 Arvi 




9 AM 
Z DIM 


37.32 


230 




odN 


it A /in 

42 - 49 


9in 
z ju 


9 f\P9Q 




67.82 


230 


9 C AO O 

zoczy 


zoN 


CO CA 

59 • oO 


C Cm 
O DIM 


9 C >P9Q 




33.46 


65N 


zoczy 


9 Cxi 
ZoN 


Oil cn 
5*4 . oU 




95r*9Q 

Z JLZ 


9 AM 

Z DIM 


97.54 


660 


ZDV^J U 


A AM 
DON 


4j • lb 


DOW 




AAP 


13.69 


660 


ZDL.JU 


DJUi 


HA A H 
/4 . 4 / 






A apa 


31.15 


660 




oot 


CO "2 0 

Do . jJ 


A AM 


z w 


AAP 


35.28 


66N 


9 CP*3 A 


ODUi 


J J • 44 


A AM 
DOM 


Z jLj U 


A APfc 


17.60 


66N 




OjL 


1 C 99 
-LD • ZZ 


AAP 






68 55 


66C 




DOLA 


1 Q OA 

±y . ou 


ooC 


25C30 


65C 


50.23 


65CA 


25C30 


66CA 


50 . 69 


65CA 


25C30 


65C 


19.75 


66CA 


25C30 


65C 


31.38 


660 


25C31 


66C 


9.16 


660 


25C31 


66N 


30.51 


660 


25C31 


163CB 


81.88 


1610 


25C31 


161C 


15.04 


1610 


25C31 


163CB 


81.82 


1610 


25C31 


1600 


59.31 


66C 


25C31 


66N 


28.88 


66C 


25C31 


163CB 


90.84 


161C 


25C31 


163CB 


80.88 


161C 


25C31 


1600 


48.22 


66N 


25C31 


163CB 


97.56 
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TABLE XH 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor bis-(Cbz- 
leucinyl ) -1 , 3 -diamino-propan-2 -one 



Atom 1 


Atom 2 


! Atom 3 


Angle 


Atom 1 


Atom 


2 Atom 3 


Angle 


184CB 


25C1 


184CG 


21.22 


184CB 


25C1 


180D1 


72.94 


184CB 


25C1 


184CD1 


35.50 


184CB 


25C1 


184CA 


19.59 


184C6 


25C1 


184CD2 


33.67 


184CB 


25C1 


1840 


34.28 


184CB 


25C1 


184C 


30.67 


184CG 


25C1 


180D1 


81.92 


184CG 


25C1 


184CD1 


18.31 


184CG 


25C1 


184CA 


34.17 


184CG 


25C1 


184CD2 


16.99 


184CG 


25C1 


1840 


55.47 


184CG 


25C1 


184C 


50.07 


180D1 


25C1 


184CD1 


74.79 


180D1 


25C1 


184CA 


53.36 


180D1 


25C1 


184CD2 


98.79 


180D1 


25C1 


1840 


61.42 


180D1 


25C1 


184C 


50.27 


184CD1 


25C1 


184CA 


39.83 


184CD1 


25C1 


184CD2 


28.30 


184CD1 


25C1 


1840 


67.35 


184CD1 


25C1 


184C 


57.99 


184CA 


25C1 


184CD2 


50.19 


184CA 


25C1 


1840 


29.82 


184CA 


25C1 


184C 


18.22 


184CD2 


25C1 


1840 


66.46 


184CD2 


25C1 


184C 


64.29 


1840 


25C1 


184C 


14.58 


180D1 


25C2 


184CD1 


93.56 


180D1 


25C2 


184CB 


85.20 


180D1 


25C2 


184CA 


63.93 


180D1 


25C2 


184CG 


97.27 


180D1 


25C2 


18CG 


7.95 


180D1 


25C2 


200 


82.27 


180D1 


25C2 


20N 


45.49 


180D1 


25C2 


184C 


56.77 


180D1 


25C2 


18ND2 


22.89 


180D1 


25C2 


2 OCA 


55.50 


180D1 


25C2 


1640 


66.85 


180D1 


25C2 


20C 


72.94 


18001 


25C2 


19CG 


66.66 


184CD1 


25C2 


184CB 


36.96 


184CD1 


25C2 


184CA 


43.35 


184CD1 


25C2 


184CG 


19.17 


184CD1 


25C2 


200 


93.58 


184CD1 


25C2 


20N 


91.27 


184CD1 


25C2 


184C 


62.15 


184CD1 


25C2 


184NE1 


14.42 


184CD1 


25C2 


1840 


68.85 


184CD1 


25C2 


19CG 


47.81 


184CB 


25C2 


184CA 


21.51 


184CB 


25C2 


184CG 


20.93 


184CB 


25C2 


18CG 


90.69 


184CB 


25C2 


184C 


32.58 


184CB 


25C2 


184NE1 


48.17 


184CB 


25C2 


1840 


33.58 


184CB 


25C2 


19CG 


75.81 


184CA 


25C2 


184CG 


35.93 


184CA 


25C2 


18CG 


69.84 


184CA 


25C2 


2 ON 


91.24 


184CA 


25C2 


184C 


19.09 


184CA 


25C2 


18ND2 


85.37 


184CA 


25C2 


184NE1 


57.50 


184CA 


25C2 


1840 


29.61 


184CA 


25C2 


19CG 


65.69 


184CG 


25C2 


184C 


51.91 


184CG 


25C2 


184NE1 


27.66 


184CG 


25C2 


1840 


54.51 


184CG 


25C2 


19CG 


65.63 


18CG 


25C2 


20O 


83.37 


18CG 


25C2 


2 ON 


47.67 


18CG 


25C2 


184C 


60.57 
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18CG 


25C2 


18ND2 


15.73 


18CG 


25C2 


2 OCA 


54.96 


18CG 


25C2 


1840 


69.03 


18CG 


25C2 


20C 


72 82 


18CG 


25C2 


19CG 


73.59 


200 


25C2 


20N 


37 03 


20O 


25C2 


18ND2 


77.52 


200 


25C2 


2 OCA 


29 71 


200 


25C2 


184NE1 


87.40 


200 


25C2 


20C 


13 14 


200 


25C2 


19CG 


52.69 


2 ON 


25C2 


184C 


94 .70 


2 ON 


25C2 


18ND2 


46.43 


2 ON 


25C2 


2 OCA 


17.58 


2 ON 


25C2 


184NE1 


94.15 


2 ON 


25C2 


20C 


29 . 99 


2 ON 


25C2 


19CG 


44.09 


184C 


25C2 


18ND2 


74.66 


184C 


25C2 


184NE1 


76.04 


184C 


25C2 


1840 


14.64 


184C 


25C2 


19CG 


80.33 


18ND2 


25C2 


2 OCA 


47.82 


18N02 


25C2 


1840 


81.12 


18ND2 


25C2 


20C 


65.32 


18ND2 


25C2 


19CG 


81.86 


2 OCA 


25C2 


20C 


17.90 


2 OCA 


25C2 


19CG 


58.30 


184NE1 


25C2 


1840 


81.39 


184NE1 


25C2 


20C 


98.78 


184NE1 


25C2 


19CG 


50.29 


1840 


25C2 


19CG 


94.21 


20C 


25C2 


19CG 


58.17 


200 


25C3 


180D1 


94.92 


200 


25C3 


20C 


14.93 


200 


25C3 


2 ON 


45.22 


200 


25C3 


2 OCA 


34 . 91 


200 


25C3 


19CG 


67.31 


200 


25C3 


18CG 


90.10 


200 


25C3 


19C 


44.11 


200 


25C3 


19 CD 


68.85 


180D1 


25C3 


20C 


83.09 


180D1 


25C3 


2 ON 


50.73 


180D1 


25C3 


184CD1 


86.70 


180D1 


25C3 


2 OCA 


61 .59 


180D1 


25C3 


19CG 


73.40 


180D1 


25C3 


184CG 


83 .83 


180D1 


2SC3 


18CG 


7.01 


180D1 


25C3 


184CB 


69.00 


180D1 


25C3 


184CA 


52.51 


180D1 


25C3 


19C 


56 . 82 


180D1 


25C3 


19CD 


89.80 


20C 


25C3 


2 ON 


36.79 


20C 


25C3 


2 OCA 


21.55 


20C 


25C3 


19CG 


72 .42 


20C 


25C3 


18CG 


77.56 


20C 


25C3 


19C 


39.99 


20C 


25C3 


19CD 


77.92 


2 ON 


25C3 


2 OCA 


20.57 


2 ON 


25C3 


19CG 


52.06 


2 ON 


25C3 


18CG 


47.19 


2 ON 


25C3 


184CA 


88.94 


2 ON 


25C3 


19C 


12 .18 


2 ON 


25C3 


19CD 


65.92 


184CD1 


25C3 


19CG 


54.41 


184CD1 


25C3 


184CG 


17.14 


184CD1 


25C3 


184NE1 


17.22 


184CD1 


25C3 


18CG 


93 .47 


184CD1 


25C3 


184CB 


32 16 


184CD1 


25C3 


184CA 


38.24 


184CD1 


25C3 


19C 




184CD1 


25C3 


19CD 


49.63 


2 OCA 


25C3 


19CG 


69 55 


20CA 


25C3 


18CG 


56.01 


2 OCA 


25C3 


19C 


29.66 


2 OCA 


25C3 


19CD 


80.70 


19CG 


25C3 


184CG 


69.80 


19CG 


25C3 


184NE1 


57.02 


19CG 


25C3 


18CG 


76.04 


19CG 


25C3 


184CB 


76.30 


19CG 


25C3 


184CA 


66.22 


19CG 


25C3 


19C 


40.46 


19CG 


25C3 


19CD 


16.92 


184CG 


25C3 


184NE1 


28.96 


184CG 


25C3 


18CG 


90.83 


184CG 


25C3 


184CB 


18.06 


184CG 


25C3 


184CA 


31.35 


184CG 


25C3 


19CD 


66.65 


184NE1 


25C3 


184CB 


46.68 
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184NE1 


25C3 


184CA 


55.31 


184NE1 


25C3 


19C 


97.43 


184NE1 


25C3 


19CD 


46.53 


18CG 


25C3 


184CB 


75.84 


18CG 


25C3 


184CA 


59.51 


18CG 


25C3 


19C 


54.70 


18CG 


25C3 


19CD 


92.81 


184CB 


25C3 


184CA 


18.20 


184CB 


25C3 


19CD 


77.96 


184CA 


25C3 


19C 


86.12 


184CA 


25C3 


19CD 


72.78 


19C 


25C3 


19CD 


53.79 


20O 


25C4 


20C 


9.86 


20O 


25C4 


19CG 


57.67 


200 


2SC4 


180D1 


69.35 


20O 


25C4 


20N 


32.43 


184CD1 


25C4 


184NE1 


18.35 


184CD1 


25C4 


184CG 


15.96 


184CD1 


25C4 


19CG 


48.28 


184C01 


25C4 


184CE2 


26.62 


184CD1 


25C4 


180D1 


68.05 


184CD1 


25C4 


2 ON 


82.80 


184NE1 


25C4 


184CG 


27.99 


184NE1 


25C4 


19CG 


53.65 


184NE1 


25C4 


184CE2 


15.20 


184NE1 


25C4 


180D1 


85.79 


184NE1 


25C4 


2 ON 


94.26 


20C 


25C4 


19CG 


62.70 


20C 


25C4 


180D1 


63.89 


20C 


25C4 


2 ON 


29.77 


184CG 


25C4 


19CG 


62.53 


184CG 


25C4 


184CE2 


27.11 


184CG 


25C4 


180D1 


67.71 


184CG 


25C4 


2 ON 


91.33 


19CG 


25C4 


184CE2 


68.70 


19CG 


25C4 


180D1 


57.18 


19CG 


25C4 


2 ON 


42.85 


184CE2 


25C4 


180D1 


93.39 


180D1 


25C4 


2 ON 


37.93 


184CD1 


25C5 


184NE1 


17.38 


184CD1 


25C5 


20O 


82.23 


184CD1 


25C5 


184CG 


16.75 


184CD1 


25C5 


184CE2 


27.59 


184CD1 


25C5 


184CD2 


27.17 


184NE1 


25C5 


200 


86.19 


184NE1 


25C5 


184CG 


27.91 


184NE1 


25C5 


184CE2 


16.68 


184NE1 


25C5 


184CD2 


27.27 


20O 


25C5 


184CG 


96.36 


184CG 


25C5 


184CE2 


27.86 


184CG 


25C5 


184CD2 


16.99 


184CE2 


25C5 


184CD2 


16.85 


184CG 


25C6 


184CD1 


17.30 


184CG 


25C6 


184CD2 


18.02 


184CG 


25C6 


184CB 


18.64 


184CG 


25C6 


184NE1 


27.34 


184CG 


25C6 


184CE2 


27.75 


184CD1 


25C6 


184CD2 


28.13 


184CD1 


25C6 


184CB 


32.10 


184CD1 


25C6 


184NE1 


16.25 


184CD1 


25C6 


184CE2 


26.86 


184CD2 


25C6 


184CB 


32.59 


184CD2 


25C6 


184NE1 


27.14 


184CD2 


25C6 


184CE2 


16.75 


184CB 


25C6 


184NE1 


45.42 


184CB 


25C6 


184CE2 


45.85 


184NE1 


25C6 


184CE2 


16.05 


20O 


25C7 


20C 


5.96 


20O 


25C7 


21CA 


34.09 


20O 


25C7 


19CD 


73.49 


200 


25C7 


19CG 


60.92 


20O 


25C7 


210E1 


66.16 


200 


25C7 


2 IN 


17.58 


20O 


25C7 


190E1 


87.57 


20O 


25C7 


19NE2 


69.26 


20C 


25C7 


21CA 


31.76 


20C 


25C7 


19CD 


79.31 


20C 


25C7 


19CG 


66.28 


20C 


25C7 


210E1 


60.89 


20C 


25C7 


2 IN 


14.18 


20C 


25C7 


190E1 


93.30 


20C 


25C7 


19NE2 


75.21 


184NE1 


25C7 


19CD 


47.01 


184NE1 


25C7 


19CG 


52.85 


184NE1 


25C7 


184CD1 


16.44 


184NE1 


25C7 


190E1 


33.68 


184NE1 


25C7 


19NE2 


59.90 


21CA 


25C7 


19CD 


96.04 



<r<>8 
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21CA 


25C7 


19CG 


89.60 


21CA 


25C7 


210E1 


41 

^* X 


. ^ j 


21CA 


25C7 


2 IN 


17.76 


21CA 


25C7 


19NE2 


85 


25 


19CD 


25C7 


19CG 


18.31 


19CD 


25C7 


2 IN 


88 


09 


19CD 


25C7 


184CD1 


47.08 


19CD 


25C7 


190E1 


14 

x *m 


55 


19CD 


25C7 


19NE2 


15.43 


19CG 


25C7 


2 IN 


77 




19CG 


25C7 


184CD1 


46.14 


19CG 


25C7 


190E1 


28 


. JO 


19CG 


25C7 


19NE2 


28.52 


210E1 


25C7 


2 IN 


49 


85 


2 IN 


25C7 


19NE2 


80.92 


184CD1 


25C7 


190E1 


57 
j / 




184CD1 


25C7 


19NE2 


62 . 12 


190E1 


25C7 


19NE2 


26 


24 


20O 


2508 


19CD 


90.86 


200 


2508 


19NE2 


87 


55 


20O 


2508 


19CG 


72.09 


200 


2508 


20C 


2 


00 


200 


2508 


220 


62.72 


200 


2508 


19CB 


63 


81 

• ox 


19CD 


2508 


190E1 


19.87 


19CD 


2508 


19NE2 


21 


. 15 


19CD 


2508 


19CG 


23.15 


19CD 


2508 


184NE1 


60 . 


.87 


19CD 


2508 


184CD1 


58. 07 


19CD 


2508 


20C 


89 . 


.41 


19CD 


2508 


220 


57.75 


19CD 


2508 


184CE2 


73. 


.67 


19CD 


2508 


19CB 


27.32 


190E1 


2508 


19NE2 


35. 


.82 


190E1 


2508 


19CG 


37.30 


190E1 


2508 


184NE1 


43. 


.39 


190E1 


2508 


184CD1 


45.88 


190E1 


2508 


220 


74. 


.89 


190E1 


2508 


184CE2 


55.38 


190E1 


2508 


19CB 


45. 


.39 


19NE2 


2508 


19CG 


37.34 


19NE2 


2508 


184NE1 


79. 


.21 


19NE2 


2508 


184CD1 


78.91 


19NE2 


2508 


20C 


85. 


68 


19NE2 


2508 


220 


39. 13 


19NE2 


2508 


184CE2 


91. 


05 


19NE2 


2508 


19CB 


33 . 61 


19CG 


2508 


184NE1 


65.75 


19CG 


2508 


184CD1 


54.97 


19CG 


2508 


20C 


71. 


02 


19CG 


2508 


220 


61.28 


19CG 


2508 


184CE2 


78. 


82 


19CG 


2508 


19CB 


12 . 33 


184NE1 


2508 


184PD1 


18. 


60 


184NE1 


2508 


184CE2 


13 .25 


184NE1 


2508 


19CB 


77. 


87 


184CD1 


2508 


184CE2 


27 . 58 


184CD1 


2508 


X J WXJ 


67. 


24 


20C 


2508 


220 


60.75 


20C 


2508 


X JV,i P 


62. 


46 


220 


2508 


19CB 


49.98 


184CE2 


2508 


19CB 

X & W P 


91. 


01 


190E1 


25C9 


19NE2 


33.38 


190E1 


25C9 


X ^V»X/ 


18. 


07 


190E1 


25C9 


184NE1 


40.26 


190E1 


25C9 


2 on 


84. 


29 


190E1 


25C9 


19CG 


30.18 


190E1 


25C9 


220 


69. 


67 


190E1 


25C9 


184CE2 


53 .38 


190E1 


25C9 


184CD1 


39. 


42 


19NE2 


25C9 


19CD 


X J m J a 






x04JM£iX 


73. 


02 


19NE2 


25C9 


200 


69.77 


19NE2 


25C9 


19CG 


30. 


40 


19NE2 


25C9 


220 


36.73 


19NE2 


25C9 


184CE2 


86. 


66 


19NE2 


25C9 


184CD1 


68.70 


19CD 


25C9 


184NE1 


54. 


70 


19CD 


25C9 


200 


69.22 


19CD 


25C9 


19CG 


17. 


06 


19CD 


25C9 


220 


53.02 


19CD 


25C9 


184CE2 


68. 


86 


19CD 


25C9 


184CD1 


49.36 


184NE1 


25C9 


200 


95. 


14 


184NE1 


25C9 


19CG 


55.54 


184NE1 


25C9 


184CE2 


14. 


51 


184NE1 


25C9 


184CD1 


14.36 


200 


25C9 


19CG 


54. 


13 
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200 


25C9 


220 


19CG 


25C9 


220 


19CG 


25C9 


184CD1 


184CE2 


25C9 


184CD1 


19NE2 


25010 


220 


19NE2 


25O10 


190E1 


200 


25010 


19CD 


220 


25O10 


19CD 


19CD 


25O10 


190E1 


162ND1 


25C11 


184NE1 


162ND1 


25C11 


190E1 


162ND1 


25C11 


162CG 


162ND1 


25C11 


19CD 


184CZ2 


25C11 


162CE1 


184CZ2 


25C11 


184CE2 


184CZ2 


25C11 


19NE2 


184NE1 


25C11 


162CE1 


184NE1 


25C11 


184CE2 


184NE1 


25C11 


19NE2 


162CE1 


25C11 


190E1 


162CE1 


25C11 


162CG 


162CE1 


25C11 


19 CD 


190E1 


25C11 


162CG 


190E1 


25C11 


19CD 


184CE2 


25C11 


19NE2 


162CG 


25C11 


19NE2 


19NE2 


25C11 


19CD 


184CZ2 


25C15 


1430E1 


184CH2 


25C15 


1430E1 



1430E1 25C15 1370 

162ND1 25C16 162CG 

162ND1 25C16 1610 

162ND1 25C16 162CB 

162ND1 25C16 162NE2 

162ND1 25C16 184CZ2 

162ND1 25C16 184NE1 

162CE1 25C16 162CG 

162CE1 25C16 1610 

162CE1 25C16 162CB 

162CE1 25C16 162NE2 

162CE1 25C16 184CZ2 

162CE1 25C16 184NE1 

162CG 25C16 25SG 

162CG 25C16 190E1 



TABLE XH 



54.06 


20O 


25C9 


184CD1 


80.80 


53.71 


19CG 


25C9 


184CE2 


69.95 


45.63 


220 


25C9 


184CD1 


99.26 


26.16 


19NE2 


25010 


200 


62.12 


35.56 


19NE2 


25O10 


19CD 


15.61 


26.78 


200 


25O10 


220 


52.61 


59.60 


200 


25O10 


190E1 


70.63 


48.47 


220 


25O10 


190E1 


61 . 86 


14.34 


162ND1 


25C11 


184CZ2 


66.42 


66.34 


162ND1 


25C11 


162CE1 


17.78 


57.83 


162ND1 


25C11 


184CE2 


67.52 


14.11 


162ND1 


25C11 


19NE2 


72.38 


68.15 


184CZ2 


25C11 


184NE1 


34.50 


56.59 


184CZ2 


25C11 


190E1 


69.19 


17.54 


184CZ2 


25C11 


162CG 


60.04 


95.66 


184CZ2 


25C11 


19CD 


80.47 


49.27 


184NE1 


25C11 


190E1 


37.54 


17.27 


184NE1 


25C11 


162CG 


68.99 


62.26 


184NE1 


25C11 


19CD 


46.90 


42.46 


162CE1 


25C11 


184CE2 


53.20 


26.53 


162CE1 


25C11 


19NE2 


62.11 


54.33 


190E1 


25C11 


184CE2 


53.84 


68.94 


190E1 


25C11 


19NE2 


26.94 


13.30 


184CE2 


25C11 


162CG 


65.59 


79.38 


184CE2 


25C11 


19CD 


64.03 


86.02 


162CG 


25C11 


19CD 


80.39 


15.36 


184CZ2 


25C15 


184CH2 


16.48 


72.66 


184CZ2 


25C15 


1370 


75.04 


58.91 


184CH2 


25C15 


1370 


61.89 


63.98 


162ND1 


25C16 


162CE1 


19.73 


16.60 


162ND1 


25C16 


25SG 


47.39 


72.64 


162ND1 


25C16 


190E1 


62.63 


33.51 


162ND1 


25C16 


162CA 


39.24 


20.67 


162ND1 


25C16 


19NE2 


81.12 


64.44 


162ND1 


25C16 


25CB 


44.50 


64.44 


162ND1 


25C16 


162CD2 


17.81 








25SG 


53 .22 


91.93 


162CE1 


25C16 


190E1 


44.18 




1 corn 




lozCA 


58 . 97 


11.09 


162CE1 


25C16 


19NE2 


66.33 


53.67 


162CE1 


25C16 


25CB 


41.27 


46.11 


162CE1 


25C16 


162CD2 


24.34 


59.98 


162CG 


25C16 


1610 


66.72 


76.48 


162CG 


25C16 


162CB 


19.50 




11° 
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TABLE XII 



162CG 


25C16 


162CA 


32.20 


162CG 


25C16 


162NE2 


27 


. 13 


162CG 


25C16 


19NE2 


97.24 


162CG 


25C16 


184CZ2 


60 


.98 


162C6 


25C16 


25CB 


60.57 


162CG 


25C16 


184NE1 


70 


.16 


162CG 


25C16 


162C02 


12.90 


25SG 


25C16 


1610 


62 


.69 


25SG 


25C16 


190E1 


65.19 


25SG 


25C16 


162CB 


65 


.02 


25SG 


25C16 


162CA 


52.80 


25SG 


25C16 


162NE2 


62 


.49 


25SG 


25C16 


19NE2 


61.43 


25SG 


25C16 


25CB 


20 


.75 


25SG 


25C16 


184NE1 


91.34 


25SG 


25C16 


162CD2 


65 


.19 


1610 


25C16 


162CB 


50.15 


1610 


25C16 


162CA 


34 


.64 


1610 


25C16 


162NE2 


92.16 


1610 


25C16 


25CB 


82 


.66 


1610 


25C16 


162CD2 


79.61 


190E1 


25C16 


162CB 


95.63 


190E1 


25C16 


162CA 


99.99 


190E1 


25C16 


162NE2 


51 


. 09 


190E1 


25C16 


19NE2 


27.38 


190E1 


25C16 


184CZ2 


62 


.46 


190E1 


25C16 


25CB 


44.47 


190E1 


25C16 


184NE1 


33 


.86 


190E1 


25C16 


162CD2 


67.06 


162CB 


25C16 


162CA 


18 


.75 


162CB 


25C16 


162NE2 


46.53 


162CB 


25C16 


184CZ2 


73 


.28 


162CB 


25C16 


25CB 


72.45 


162CB 


25C16 


184NE1 


88, 


.17 


162CB 


25C16 


162CD2 


31.28 


162CA 


25C16 


162NE2 


57. 


.73 


162CA 


25C16 


184CZ2 


91.31 


162CA 


25C16 


25CB 


65, 


.83 


162CA 


25C16 


162CD2 


45.08 


162NE2 


25C16 


19NE2 


75, 


.48 


162NE2 


25C16 


184CZ2 


45.32 


162NE2 


25C16 


25CB 


52 . 


.16 


162NE2 


25C16 


184NE1 


44.44 


162NE2 


25C16 


162CD2 


16 . 


,02 


19NE2 


25C16 


184CZ2 


88.09 


19NE2 


25C16 


25CB 


44. 


.94 


19NE2 


25C16 


184NE1 


58.55 


19NE2 


25C16 


162CD2 


90, 


. 64 


184CZ2 


25C16 


25CB 


91.81 


184CZ2 


25C16 


184NE1 






184CZ2 


25C16 


162CD2 


49.38 


25CB 


25C16 


184NE1 


71. 


82 


2SCB 


25C16 


162CD2 


60.66 


184NE1 


25C16 


162CD2 


57. 


37 


162ND1 


25017 


162CG 


25.38 


162ND1 


25017 


162CB 


48. 


94 


162ND1 


25017 


162CE1 


18.45 


162ND1 


25017 


1610 


93. 


58 


162ND1 


25017 


162CA 


54.76 


162ND1 


25017 


25SG 


48. 


39 


162ND1 


25017 


161C 


89.31 


162ND1 


25017 


162CD2 


25. 


71 


162ND1 


25017 


162N 


73 .99 


162ND1 


25017 


162NE2 


21. 


11 


162ND1 


25017 


184CZ2 


69.27 


162ND1 


25017 


137CB 


75. 


37 


162CG 


25017 


162CB 


26.64 


162CG 


25017 


162CE1 


38. 


41 


162CG 


25017 


1610 


86.53 


162CG 


25017 


162CA 


42. 


50 


162CG 


25017 


25SG 


67 49 


162CG 


& Jul / 


i sic 


76. 


51 


162CG 


25017 


162CD2 


13.63 


162CG 


25017 


162N 


58. 


79 


162CG 


25017 


162NE2 


29.02 


162CG 


25017 


1610D1 


79. 


16 


162CG 


25017 


184CZ2 


67.73 


162CG 


25017 


137CB 


51. 


32 


162CB 


25017 


162CE1 


64.60 


162CB 


25017 


1610 


65. 


36 


162CB 


25017 


162CA 


24.38 


162CB 


25017 


25SG 


76. 


49 


162CB 


25017 


161C 


52.48 


162CB 


25017 


162CD2 


38. 


18 


162CB 


25017 


162N 


34.58 


162CB 


25017 


162NE2 


55. 


49 


162CB 


25017 


1610D1 


54.52 


162CB 


25017 


184CZ2 


85. 


85 
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162CB 


25017 


162CE1 


25017 


162CE1 


25017 


162CE1 


25017 


1610 


25017 


1610 


25017 


1610 


25017 


162CA 


25017 


162CA 


25017 


162CA 


25017 


162CA 


25017 


25SG 


25017 


2SSG 


25017 


161C 


25017 


161C 


25017 


162CD2 


25017 


162CD2 


25017 


162N 


25017 


162N 


25017 


162NE2 


25017 


184CZ2 


25017 


25SG 


25N18 


25SG 


25N18 


25SG 


25N18 


25SG 


25N18 



162ND1 25N18 

162ND1 25N18 

162ND1 25N18 

162ND1 25N18 

162CE1 25N18 

162CE1 25N18 

162CE1 25N18 

1610 25N18 

19NE2 25N18 

19NE2 25N18 

190E1 25N18 

190E1 25N18 

25CB 25N18 

25CB 25N18 

162CG 25N18 

25SG 25C19 

25SG 25C19 

25SG 25C19 

25SG 25C19 



137CB 42.56 
25SG 55.22 
162N 92.28 
184CZ2 56.06 
162CA 44.07 
161C 15.96 
1610D1 56.32 
25SG 61.24 
162CD2 56.09 
162NE2 69.58 
137CB 64.45 
162CD2 73.41 
162NE2 67.15 
162N 17.96 
137CB 75.96 
162NE2 18.45 
184CZ2 54.40 

162NE2 87.31 

137CB 63 . 55 

137CB 66.23 

137CB 61.47 

162CE1 53.56 

19NE2 71.90 

25CB 22.82 

162CG 56.99 

162CE1 17.36 

19NE2 84 . 51 

25CB 49.58 

19CD 72.69 

19NE2 68.55 

25CB 43.96 

19CD 55.80 

162CG 61.14 

25CB 50.72 

162CG 95.57 

25CB 47.37 

162CG 69.47 

23CA 81.33 

19CD 49.52 

19CD 83.18 

162ND1 54.14 

162CA 62.74 

162CE1 51.71 

25N 41.07 



xn 



162CE1 


25017 


162CE1 


25017 


162CE1 


25017 

-J wX / 


162CE1 


25017 


1610 


2501 7 

^ *J V/X f 


1610 


2 SOI 7 


1610 


25017 


162CA 


25017 

~J wx / 


162CA 


25017 

<b> mJ WX f 


162CA 


9 501 7 


25SG 


2 501 7 

-J WX / 


25SG 




161C 


7Soi 7 




7 SOI "7 




ZdU± 1 


162CD2 


25017 


162CD2 


25017 


162N 


25017 


162NE2 


25017 


1610D1 


25017 


25SG 


25N18 


25SG 


25N18 


25SG 


25N18 



25SG 25N18 

25SG 25N18 

162ND1 25N18 

162ND1 25N18 

162ND1 25N18 

162CE1 25N18 

162CE1 25N18 

162CE1 25N18 

1610 25N18 

19NE2 25N18 

19NE2 25N18 

19NE2 25N18 

190E1 25N18 

190E1 25N18 

25CB 25N18 

23CA 25N18 

25SG 25C19 

25SG 25C19 

25SG 25C19 

25SG 25C19 

25SG 25C19 



162CA 73.15 

162CD2 31.50 

162NE2 14.96 

137CB 81.03 

25SG 69 . 63 

162N 31.46 

137CB 91.92 

161C 35.13 

162N 19.37 

1610D1 58.28 

161C 77.58 

162N 74.60 

162CD2 89.68 

1610D1 42.82 

162N 71.80 

1610D1 86.33 

137CB 50.73 

1610D1 42 . 68 

184CZ2 48.21 

137CB 44.42 

162ND1 50.41 

1610 67.92 

190E1 69 . 62 

23CA 87.13 

19CD 72.29 

1610 69.09 

190E1 59.48 

162CG 11.34 

1610 86.28 

190E1 42.23 

162CG 27.38 

25CB 89.34 

190E1 29.63 

23CA 55.49 

19CD 15.35 

23CA 85.11 

19CD 14.61 

162CG 59.74 

19CD 70.70 

1610 92.47 

25CB 20.86 

161C 88.58 

23CA 97.99 

23C 82.10 
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TABLE Xn 



Z JOU 


9CP1 Q 




oX . jU 


9 COP 
23ov7 


O COI ft 

25C19 


1 CO 00 

162CG 


59.31 




0 CP1 Q 


xyrj&z 


oy . xx 


O C CP 


0 coi 0 
25C19 


1 COOn 

162CB 


67. 82 


9CQrc 




1 AO 1ST 


*7£ co 


XoXU 


O C0 1 ft 

zbCly 


162ND1 


78.79 




9RP1 Q 




1ft ft 1 
Jo. Ul 


XOXU 


0 coi ft 
zbciy 


1 C1 0 

161C 


7. 13 


lwlU 


9 cpi q 


1 A9PTT1 
X OZCJbX 


Q7 A O 


XOXU 


O COl ft 

25C19 


162CG 


66.49 


1D1U 




1 £9 mi 


4 O ft c 


lolO 


O COI ft 

25C19 


162N 


21.75 


XOZJMJJX 


9CP1 Q 


9 Cotj 


CO £ft 

3z • OZ 


lbzNDl 


O COI ft 

25C19 


162CA 


42 .73 


XOZJMJJX 




1D1L 


/X • OO 


XozNDX 


0 coi c% 

25C19 


162CE1 


14.66 


XOZJNUX 


o cpi q 
ZDV_Xy 


9 Cm 


oj . 32 


1 ^0*trM 

162ND1 


ft f~ m ft 

25C19 


162CG 


12.47 


-L OZJMJJX 


9 QP1 Q 
ZDLXy 


1 Gvnro 

xy<Nc»z 


/D . 83 


162ND1 


ft C r> 'i ft 

25C19 


162CB 


30.03 


J. OZNUX 




1 C9M 

X bzN 


57 . 42 


O COT» 

25CB 


ft C" ^ ft 

25C19 


162CA 


76.45 


ocnn 
& JV»D 




XDZLctl 


44 . 02 


O CAD 

25CB 


1 ft 

25C19 


ft ^ r-^ » 

23CA 


85.20 




9 RP1 Q 


9 CM 

ZDN 


Ti i ft 

31 . 12 


ft coo 

25CB 


ft C ^1 ft 

25C19 


ft ^ ^> 
23C 


72 .96 


z Jtij 


o cpi q 


9 in 

ZJU 


in o o 
/ / • zo 


O CPO 

25CB 


O C /I -1 ft 

25C19 


1 ft r^r* 

162CG 


62 . 09 


9 Km 


Z 3LXy 




AO C ft 

4 8 . 58 


0 Cots 

25CB 


ft C ^1 ft 

25C19 


1 /** ft ^T~t 

162CB 


75.75 


o coo 




1 COM 

XozN 


1 O 

52 . 17 


t c oo» 

162CA 


0 cot ft 

25C19 


161C 


31. 40 


1 A9PA 


9 cpi q 

ZDLXy 


1 corn 


C C O*} 

5o . 83 


1 ^ OOH 

162CA 


0 coi ft 

25C19 


1 ^"ft^i^ 
162CG 


31. 62 




9CP1 o 




1 n on 

X / - 87 


1 coo* 
162CA 


O COl ft 

25C19 


162N 


16 . 50 


1 fil P 
X OIL 




XOZCbX 


8o • 32 


1 c 1 0 
161C 


O cm ft 

25C19 


1 ^ ft *^r> 

162CG 


59.37 


1 fil P 




XozLo 


41 . 93 


1 c 1 0 
161C 


O COI ft 

25C19 


1 CO XT 

162N 


* M ft A 

14.94 






O C.XT 

ZON 


"TO OC 

72 . 85 


162CE1 


ft C ^1 ft 

25C19 


162CG 


27. 09 


XOZLiLX 


0 C01 Q 

zouxy 


xyNEz 


C 1 1 O 

61 . 17 


1 gft^i M 

162CE1 


25C19 


162CB 


44.66 




O C01 Q 

zocxy 


1 COXT 

162N 


71 . 95 


ft ft 


25C19 


25N 


56.99 




O C01 Q 


23C 


1 O 4 ft 

18.49 


ft ft ^ « 
23CA 


25C19 


230 


29.45 




O CP1 ft 


19NE2 


51. 58 


ft C" XT 

25N 


25C19 


23C 


42.38 


ZDW 


O KP1 ft 

zocxy 


230 


46.35 


ft c 

25N 


25C19 


162CG 


93 .20 


9 C.M 
Z3N 


O ft 

zsciy 


1 C% %TT^ ft 

19NE2 


42 . 58 


23C 


25C19 


230 


14.74 


9 lo 
Z 


Z5C19 


19NE2 


p ft r% 

52 . 68 


230 


25C19 


19NE2 


66.29 




o Cpl o 


1 OVTE»0 

19NE2 


88 . 25 


^ ^ ft 
162CG 


25C19 


» rn rii . 

162CB 


17 .57 


1 A9PP 


OCpl ft 


1 COxt 

162N 


45 . 36 


162CB 


25C19 


162N 


28.45 




ZDAJZU 


1 OAC1 

xyoEl 


48 . 31 


184NE1 


25N20 


19 CD 


61.42 


1 ftAMITI 
XC4IV&X 


9C*to ft 
ZDAlZ U 


1 O A 

1B4CE2 


i n ft ft 
19 . 07 


184NE1 


25N20 


19NE2 


80.38 




O CMOft 


1 O Vl 0*70 

184CZ2 


•5 0 ft ft 
38 .30 


184NE1 


25N20 


162CE1 
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91 


.52 




i cm o 
4 SO J 9 


66CA 


53 


. 07 


26CD1 


25039 


26CG 


14 


.63 


26CD1 


25039 


66C 


54 


.99 


230 


25039 


66CA 


93 


.33 


230 


25039 


26CG 


63 


.07 


64C 


25039 


66CA 


87 


.09 


64C 


25039 


26NE1 


77 


.02 


660 


25039 


650 


63 


.93 


660 


25039 


26NE1 


62 


.05 


66CA 


25039 


650 


33 


.85 


66CA 


25039 


26NE1 


49. 


.86 


650 


25039 


26CG 


60. 


.51 


650 


25039 


66C 


51. 


.39 


26CG 


25039 


66C 


44. 


.17 


25SG 


25N40 


1610 


83. 


.77 


25SG 


25N40 


26N 


54. 


32 


25SG 


25N40 


26CB 


85. 


40 


25SG 


25N40 


25CB 


12. 


78 


25SG 


25N40 


161C 


83. 


44 


25SG 


25N40 


162CA 


55. 


83 


25SG 


25N40 


23C 


77. 


46 


25SG 


25N40 


25CA 


30. 


38 


1610 


25N40 


163N 


62. 


30 


1610 


25N40 


161C 


9. 


97 


1610 


25N40 


163CB 


90. 


03 


26CD1 


25N40 


230 


47. 


29 
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26CD1 


25N40 


26CB 


34.59 


26CD1 


25N40 


25CB 


83 86 


26CD1 


25N40 


26CG 


16.42 


26CD1 


25N40 


25N 


56 97 


26CD1 


25N40 


65CA 


53.52 


26CD1 


25N40 


660 


51 90 


26CD1 


25N40 


26CA 


42 .89 


26CD1 


25N40 


66N 


44 25 


26CD1 


25N40 


23C 


56.28 


26CD1 


25N40 


163CB 


84 60 

O^i . \j\J 


26CD1 


25N40 


25CA 


66.03 


26CD1 


25N40 


25C 


58 27 


26N 


25N40 


230 


70.59 


26N 


25N40 


26CB 


33 25 


26N 


25N40 


163N 


70.68 


26N 


25N40 


25CB 


44.21 


26N 


25N40 


26CG 


39.40 


26N 


25N40 


25N 


34.54 


26N 


25N40 


65CA 


99.36 


26N 


25N40 


660 


73 .26 


26N 


25N40 


162CA 


97.09 


26N 


25N40 


26CA 


16.76 


26N 


25N40 


66N 


85.93 


26N 


25N40 


23C 


69.38 


26N 


25N40 


163CB 


48.13 


26N 


25N40 


25CA 


29.29 


26N 


25N40 


25C 


13 .85 


230 


25N40 


26CB 


79 60 


230 


25N40 


25CB 


77.95 


230 


25N40 


26CG 


63 .18 


230 


25N40 


25N 


49.38 


230 


25N40 


65CA 


52 .49 


230 


25N40 


660 


94.81 


230 


25N40 


26CA 


79 .46 


230 


25N40 


66N 


70.07 


230 


25N40 


23C 


13 03 


230 


25N40 


25CA 


66.29 


230 


25N40 


25C 


73.80 


26CB 


25N40 


163N 


81.30 


26CB 


25N40 


25CB 


76 86 


26CB 


25N40 


26CG 


18.52 


26CB 


25N40 


25N 


64.46 


26CB 


25N40 


65CA 


80.54 


26CB 


25N40 


660 


40 01 


26CB 


25N40 


26CA 


18.15 


26CB 


25N40 


66N 


57 97 


26CB 


25N40 


23C 


85.39 


26CB 


25N40 


163CB 


51 83 


26CB 


25N40 


25CA 


62.52 


26CB 


25N40 


25C 


46. 36 


163N 


25N40 


25CB 


57.29 


163N 


25N40 


26CG 


99. 16 


163N 


25N40 


161C 


55.09 


163N 


25N40 


25N 


84 86 


163N 


25N40 


660 


96.57 


163N 


25N40 


162CA 


29.80 


163N 


25N40 


26CA 


70.11 


163N 


25N40 


163CB 


29. 52 


163N 


25N40 


25CA 


67.98 


163N 


25N40 


25C 


62 . 99 


25CB 


25N40 


26CG 


82.58 


25CB 


25N40 


161C 


96 21 


25CB 


25N40 


25N 


30.92 


25CB 


25N40 


162CA 


68 31 


25CB 


25N40 


26CA 


58.91 


25CB 


25N40 


23C 


67 68 


25CB 


25N40 


163CB 


58.44 


25CB 


25N40 


25CA 


1/ • OJ 


25CB 


25N40 


25C 


30.57 


26CG 




25N 


61 46 

OX • ID 


26CG 


25N40 


65CA 


64 22 


26PG 


25N40 


O DU 


41 6Q 


26CG 


25N40 


26CA 


30.63 


26CG 


25N40 


66N 


46.53 


26CG 


25N40 


23C 


71.01 


26CG 


25N40 


163CB 


69.91 


26CG 


25N40 


25CA 


65.57 


26CG 


25N40 


25C 


53.15 


161C 


25N40 


162CA 


29.49 


161C 


25N40 


163CB 


81.51 


25N 


25N40 


65CA 


97.53 


25N 


25N40 


162CA 


99.23 


25N 


25N40 


26CA 


50.89 


25N 


25N40 


23C 


41.97 


25N 


25N40 


163CB 


74.65 


25N 


25N40 


25CA 


16.92 


25N 


25N40 


25C 


28.88 


65CA 


25N40 


660 


62.01 
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65CA 


25N40 


26CA 


94.78 


65CA 


25N40 


66N 


28.94 


65CA 


25N40 


23C 


64.73 


660 


25N40 


26CA 


57.46 


660 


25N40 


66N 


33.09 


660 


25N40 


163CB 


72.28 


660 


25N40 


25C 


86.11 


162CA 


25N40 


26CA 


99.40 


162CA 


25N40 


163CB 


59.22 


162CA 


25N40 


25CA 


84.50 


162CA 


25N40 


25C 


86.43 


26CA 


25N40 


66N 


75.24 


26CA 


25N40 


23C 


81.32 


26CA 


25N40 


163CB 


42.44 


26CA 


25N40 


25CA 


45.63 


26CA 


25N40 


25C 


28.66 


66N 


25N40 


23C 


83.06 


66N 


25N40 


25C 


99.63 


23C 


25N40 


25CA 


58.57 


23C 


25N40 


25C 


69.36 


163CB 


25N40 


25CA 


59.45 


163CB 


25N40 


25C 


46.39 


25CA 


25N40 


25C 


17.68 


25SG 


25C41 


25N 


62.70 


25SG 


25C41 


26N 


62.65 


25SG 


25C41 


25CB 


23.96 


25SG 


25C41 


25CA 


43.98 


25SG 


25C41 


24N 


98.96 


25SG 


25C41 


24C 


76.68 


25SG 


25C41 


25C 


48.95 


25SG 


25C41 


26CB 


86.53 


25SG 


25C41 


24CA 


95.08 


25SG 


25C41 


1610 


70.41 


25SG 


25C41 


26CA 


70.68 


230 


25C41 


25N 


69.35 


230 


25C41 


23C 


19.72 


230 


25C41 


26CD1 


58.41 


230 


25C41 


26N 


90.56 


230 


25C41 


25CA 


89.48 


230 


25C41 


23CA 


34.94 


230 


25C41 


24N 


31.63 


230 


25C41 


24C 


57.25 


230 


25C41 


25C 


94.72 


230 


25C41 


26CB 


91.35 


230 


25C41 


26CG 


73.21 


230 


25C41 


24CA 


37.60 


230 


25C41 


65CA 


57.07 


230 


25C41 


26NE1 


46.32 


230 


25C41 


26CA 


94.04 


25N 


25C41 


23C 


58.58 


25N 


25C41 


26CD1 


71.53 


25N 


25C41 


26N 


42.84 


25N 


25C41 


25CB 


39.04 


25N 


25C41 


25CA 


20.25 


25N 


25C41 


23CA 


71.04 


25N 


25C41 


24N 


41.24 


25N 


25C41 


24C 


14.76 


25N 


25C41 


25C 


33.26 


25N 


25C41 


26CB 


72.91 


25N 


25C41 


26CG 


71.59 


25N 


25C41 


24CA 


32.43 


25N 


25C41 


26NE1 


71.77 


25N 


25C41 


26CA 


57.10 


23C 


25C41 


26CD1 


72 .85 


23C 


25C41 


26N 


90.94 


23C 


25C41 


25CB 


91.53 


23C 


25C41 


25CA 


78.46 


23C 


25C41 


23CA 


20.98 


23C 


25C41 


24N 


17.34 


23C 


25C41 


24C 


50.23 


23C 


25C41 


25C 


89.47 


23C 


25C41 


26CG 


86.15 


23C 


25C41 


24CA 


32.48 


23C 


25C41 


65CA 


75.78 


23C 


25C41 


26NE1 


61.91 


23C 


25C41 


26CA 


99.05 


26CD1 


25C41 


26N 


51.41 


26CD1 


25C41 


25CA 


79.66 


26CD1 


25C41 


23CA 


92.59 


26CD1 


25C41 


24N 


70.00 


26CD1 


25C41 


24C 


58.88 


26CD1 


25C41 


25C 


66.43 


26CD1 


25C41 


26CB 


34.11 


26CD1 


25C41 


26CG 


15.31 


26CD1 


25C41 


24CA 


54.83 


26CD1 


25C41 


65CA 


55.19 


26CD1 


25C41 


26NE1 


12.42 


26CD1 


25C41 


26CA 


44.47 
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26N 


25C41 


25CB 


51.65 


26N 


25C41 

4b W X 


25CA 

4b JWl 


55 77 


26N 


25C41 


24N 


75,80 


26N 


25C41 


24P 

4b TB W 


4? 85 

4Z . CJ 


26N 


25C41 


25C 


16.65 


26N 


25C41 


4b WUC 




26N 


25C41 


26CG 


41.38 


26N 


25C41 


24PA 

4b *SWft 


5ft 47 


26N 


25C41 


26NE1 


60.33 


26N 




2 SPA 

4b OLft 


1 A ft£ 


25CB 


25C41 


25CA 


22.08 


25CB 


25C41 


23PA 

^ J wft 


Q A Qft 


25CB 


25C41 


24N 


75.58 


25CB 


25P41 


24P 

4b 4V* 


R5 AO 


25CB 


25C41 


25C 


35.13 


25CB 


25P41 


4b D wD 


fi9 fi£ 


25CB 


25C41 


26CG 


92.88 


25CB 

4* JvU 


25P41 


9 APA 

Z4V_ft 


/ x . Z 0 


25CB 


25C41 


1610 


93 .68 


25CB 


25P41 


2 fir a 

4b OUn 


D*4 . ZD 


25CA 


25C41 


23CA 


88.69 


25CA 


25P41 

4b X 


24N 

4b "aJ>V 




25CA 


25C41 


24C 


32.93 




25P41 

4b 


2 5P 

4b JV. 


90 9Q 


25CA 


25C41 


26CB 


68.87 


25CA 


25P41 

4b ^ W *w X 


26PG 

4b WWW 


74 42 

/ *4 . ^> 4b 


25CA 


25C41 


24CA 


52.13 


25CA 


25P41 

4b W*K X 


4b vli£iX 


85 75 

OJ • / J 


25CA 


25C41 


26CA 


50.39 


2 3 PA 

4b «J Vm. 


25P41 


24N 

4b T*1V 


55 55 
j j . jj 


23CA 


25C41 


24C 


66. 67 


23CA 


25P41 

4b -J W*B X 


24PA 

4b »V#A 


51 61 

J X • \J X 


23CA 


25C41 


65CA 


80. 98 


23CA 


25C41 

4b JUH X 


2 6NE1 

4b 1 


80 92 


24N 


25C41 


24C 


33 . 63 


24N 


25C41 


25P 

4b «4>W 


72 54 

« 4b . Jt* 


24N 


25C41 


26CB 


93 .33 


24N 


25P41 

4ri -J WV X 


2 6PG 

4b VJWV? 


80 45 


24N 


25C41 


24CA 


18. 67 


24N 


25P41 

4b JvV X 


65PA 


88 30 


24N 


25C41 


26NE1 


61.55 


24N 


25C41 

4b mJ X 


26CA 


85 94 


24C 


25C41 


25C 

4b 


39 29 


24P 

4b 


4b 


Z OV«D 


fi7 28 

O / ■ 4b o 


24C 


25C41 


26CG 


61 65 


24P 


25P41 

Z JUSl X 


9 APA 

4b ** wft 




24C 


25C41 


26NE1 

4b WMCalX 


57 67 

— ' / • yj i 


24C 


4b 


4b OWi 


54 90 

JV . 7w 


25C 


25C41 


26CB 


49 26 


25p 


4b J w4 X 


4b DV*vj 


57 75 


25C 


25C41 


24CA 


58 24 


25P 


4b JL% 1 


4b OXNxLJL 


75 7ft 


25C 


25C41 
*» •j w t« x 


26CA 


30 51 


^ DUO 


95P41 


Z DtVJ 


1 n ftn 

lo • OU 


26CB 


25C41 


2 4 PA 


74 85 




4b 




7fl 89 
/ o • oz 


26CB 


25C41 


26NE1 


46 51 


26PB 

4b 


9 5PA1 


4b DWi 


1 A AO 


26CG 


25C41 


24CA 


63 20 


2firn 


2 5P41 


D JWi 


cc ni 

Qj • Ui 


26CG 


25C41 


26NE1 


27 . 72 


26PG 


25P41 

4b JV»V X 


4b O wft 


51 51 
Ji« ji 


24CA 


25C41 


65CA 


87 25 

O / . 4b J 


24PA 


25P41 

Z J<w41 


4b OiNUx 


Aft Q4 


24CA 


25P41 


o fir a 


fi7 55 

o / • J J 




4b 


45 O IN 111 


A Q 99 

4y . zz 


65CA 


25C41 


26CA 


95.86 


26NE1 


25C41 


26CA 


55.54 


2750H2 


25N42 


1610 


84.19 


2750H2 


25N42 


66N 


91.61 


2750H2 


25N42 


65CA 


62.05 


2750H2 


25N42 


161C 


94.32 


2750H2 


25N42 


161CA 


94.57 


1610 


25N42 


161C 


13.86 


1610 


25N42 


1600 


61.38 


1610 


25N42 


161CA 


29.35 


66N 


25N42 


660 


34.84 


66N 


25N42 


65CA 


29.86 


660 


25N42 


65CA 


63.11 


161C 


25N42 


1600 


47.97 
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25N42 


161CA 


17.98 


1600 


25N42 


161CA 


33.22 
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Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor 2,2'-N,N' 
bis-benzyloxycarbonyl-L-leucinylcarbohydrazide . 

Atom 1 Atom 2 Atom 3 Angle Atom 1 Atom 2 Atom 3 Angle 



184CB 
184CB 
184CB 
1840 
1840 
184CG 
184CD2 
184CE3 
1840 
1840 
184CB 
184CB 
180D1 
180D1 
184C 
180D1 
180D1 
180D1 
180D1 
180D1 

184CB 

184CB 

184CB 

184CB 

1840 

1840 

1840 

184CA 

184CA 

184CA 

184CG 



25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C2 

25C2 

25C2 

25C2 

25C2 

25C2 

25C2 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 



1840 
184CD2 
188CD1 
184CD2 
188CD1 
184CE3 
184CE3 
188CD1 
180D1 
184CA 
180D1 
184CA 
184C 
184CG 
184CG 
184CB 
184CA 
184C 
18CG 
200 
184CA 
184C 

18CG 
184CD2 
184CG 
184CD1 
18ND2 
184CG 
184CD1 
18ND2 
184C 



38.19 

33.79 

58.81 

71.93 

69.71 

32.58 

17.04 

45.42 

53.44 

33.42 

67.91 

20.32 

45.96 

73.56 

52.12 

80.07 

57.15 

51.33 

11.24 

73.60 

22.92 

36.34 

84.56 

33.32 

66.41 

77.34 

60.61 

37.43 

42.36 

75.37 

56.26 



184CB 

184CB 

1840 

1840 

184CG 

184CG 

184CD2 

1840 

1840 

1840 

184CB 

184CB 

180D1 
184C 
184CA 
180D1 
180D1 
180D1 
180D1 

184CB 

184CB 

184CB 

184CB 

1840 

1840 

1840 

1840 

184CA 

184CA 

184CA 

184CG 



25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C1 

25C2 

25C2 

25C2 

25C2 

25C2 

25C2 

25C2 

25C2 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 

25C3 



184CG 
184CE3 
184CG 
184CE3 
184CD2 
188CD1 
188CD1 
184CB 
184C 
184CG 
184C 
184CG 
184CA 
184CA 
184CG 
1840 
184CG 
184CD1 
18ND2 

1840 

184CG 

184CD1 
18ND2 

184CA 

184C 
18CG 

184CD2 

184C 
18CG 

184CD2 

184CD1 



19.52 

43.09 

56.83 

78.59 

17.68 

65.18 

58.90 

44.21 

13.95 

63.00 

34.94 

19.43 

48.12 

20.19 

33.37 

59.68 

89.66 

82.13 

27.16 

44.39 

22.24 

37.05 

96.50 

36.38 

16.67 

56.51 

76.89 

21.29 

62.14 

52.39 

18.80 



WO 97/16177 



PCI7US96/17512 



TABLE Xm 



184CG 


25C3 


18CG 


97.29 


184CG 


25C3 


184CD2 


15 81 

JLW • O JL 


184CG 


25C3 


200 


99.33 


184C 


25C3 


184CD1 


63 60 


184C 


25C3 


18CG 


51.80 


184C 


25C3 


18ND2 


si no 


184C 


25C3 


184CD2 


69.50 


184CD1 


25C3 


18CG 

JL UV»w 


91 99 

j7JU . -7Z 


184CD1 


25C3 


184CD2 


27.91 


184CD1 


25C3 


200 


fin fifi 


18CG 


25C3 


18ND2 


16.43 


18CG 


25C3 


200 


fin ^7 

OU. J/ 


18ND2 


25C3 


200 


85.65 


184CG 


25C4 




99 1 £ 


184CG 


25C4 


184CB 


23.25 


184CG 


25C4 


184NE1 


3 3 38 


184CG 


25C4 


184CD2 


20.04 


184CG 


25C4 


184CA 




184CG 


25C4 


180D1 


84.23 


184CG 


25C4 


184CE2 


31 43 

Jl • VJ 


184CG 


25C4 


1840 


59.49 


184CG 


25C4 


184CE3 


31 14 

+J JL • IV 


184CG 


25C4 


184C 


50.73 


184CD1 


25C4 


184CB 


40 60 


184CD1 


25C4 


184NE1 


19.22 


184CD1 


25C4 


184CD2 


33 07 


184CD1 


25C4 


184CA 


43.38 


184CD1 


25C4 


180D1 


80. 63 


184CD1 


25C4 


184CE2 


30.49 


184CD1 


25C4 


200 


96.73 


184CD1 


25C4 


1840 


72.55 


184CD1 


25C4 


184CE3 


47 . 65 


184CD1 


25C4 


184C 


60.18 


184CB 


25C4 


184NE1 


55 .95 


184CB 


25C4 


184CD2 


38.71 


184CB 


25C4 


184CA 


20 96 


184CB 


25C4 


180D1 


69.40 


184CB 


25C4 


184CE2 


54 07 

-J* *m . V # 


184CB 


25C4 


1840 


36.44 


184CB 


25C4 


184CE3 


42 67 


184CB 


25C4 


184C 


29.74 


184NE1 


25C4 


184CD2 


31 83 


184NE1 


25C4 


184CA 


62 .30 


184NE1 


25P4 




97 90 


184NE1 


25C4 


184CE2 


18 .20 


184NE1 


25C4 


200 


93 72 


184NE1 


25C4 


1840 


90 .55 


184NE1 


25C4 


184CE3 

JL V Ww£i«J> 


45 60 


184NE1 


25C4 


184C 


78 . 96 


184CD2 


25C4 


184CA 


55 86 


184CD2 


25C4 


184CE2 


18.77 


184CD2 


25C4 


1840 


74 24 


184CD2 


25C4 


184CE3 


14.78 


184CD2 


25C4 


184C 


68 30 

WO • J v 


184CA 


25C4 


180D1 


49 .23 


184CA 


25C4 

A» *J V» Tt 


184CE2 


67 15 

O / • JL J 


184CA 


25C4 


1840 


30.22 


184CA 


25C4 


184CE3 

JL UIVCiJ 


62 73 


184CA 


25C4 


184C 


16.85 


180D1 

JL O \JLJJm 


25C4 


2 on 


73 9fi 


180D1 


25C4 

X. J V* Tt 


1840 


*± O • / D 


ioUUl 






42 . 18 


184CE2 


25C4 


1840 


90.51 


184CE2 


25C4 


184CE3 


29.58 


184CE2 


25C4 


184C 


82.12 


1840 


25C4 


184CE3 


73.98 


1840 


25C4 


184C 


14.33 


184CE3 


25C4 


184C 


71.72 


184CG 


25C5 


184CD2 


22.73 


184CG 


25C5 


184CD1 


20.69 


184CG 


25C5 


184CE2 


35.01 


184CG 


25C5 


184NE1 


33.46 


184CG 


25C5 


184CB 


21.39 


184CG 


25C5 


184CE3 


38.46 


184CG 


25C5 


184CZ2 


50.35 


184CG 


25C5 


184CZ3 


51.39 
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184CG 25C5 184CA 

184CD2 25C5 184CE2 

184CD2 25C5 184CB 

184CD2 25C5 184CZ2 

184CD2 25C5 184CA 

184CD1 25C5 184NE1 

184CD1 25C5 184CE3 

184CD1 25C5 184CZ3 

184CE2 25C5 184NE1 

184CE2 25C5 184CE3 

184CE2 25C5 184CZ3 



184NE1 


25C5 


184CB 


184NE1 


25C5 


184CZ2 


184NE1 


25C5 


184CA 


184CB 


25C5 


184CZ2 


184CB 


25C5 


184CA 


184CE3 


25C5 


184CZ3 


184CZ2 


25C5 


184CZ3 


184CZ3 


25C5 


184CA 


184CD2 


25C6 


184CG 


184CD2 


25C6 


184CE2 


184CD2 


2SC6 


184CD1 


184CE3 


25C6 


184CB 


184CE3 


25C6 


184CZ3 


184CG 


25C6 


184CB 


184CG 


25C6 


184CZ3 


184CB 


25C6 


184CE2 


184CB 


25C6 


184CD1 


184CE2 


25C6 


184CD1 


200 


25C7 


19CG 


200 


25C7 


2 ON 


200 


25C7 


19CD 


200 


25C7 


19NE2 


200 


25C7 


19C 


184CD1 


25C7 


184NE1 


184CD1 


25C7 


180D1 


184CD1 


25C7 


184CE2 


184CD1 


25C7 


19NE2 



TABLE Xm 

29.48 184CD2 25C5 

21.03 184CD2 25C5 

39.17 184CD2 25C5 

31.82 184CD2 25C5 

51.36 184CD1 25C5 

19.76 184CD1 25C5 

53.61 184CD1 25C5 

62.53 184CD1 25C5 

19.71 184CE2 25C5 

34.70 184CE2 25C5 

34.98 184CE2 25C5 

54.14 184NE1 25C5 
32.74 184NE1 25C5 
56.07 184CB 25C5 

70.15 184CB 25C5 



16 


. 19 






15 


.81 


184CE3 


25C5 


29 


.69 


184CZ2 


25C5 


77 


.85 


184CD2 


25C6 


20 


.21 


184CD2 


25C6 


17 


.00 


184CD2 


25C6 


27 


.90 


184CE3 


25C6 


46 


.74 


184CE3 


25C6 


16 


.21 


184CE3 


25C6 


20 


.58 


184CG 


25C6 


50. 


.48 


184CG 


25C6 


49. 


.78 


184CB 


25C6 


32. 


.55 


184CE2 


25C6 


27. 


45 


184CZ3 


25C6 


65. 


72 


20O 


25C7 


42. 


52 


20O 


25C7 


74. 


17 


20O 


25C7 


65. 


37 


200 


25C7 


42. 


11 


184CD1 


25C7 


21. 


55 


184CD1 


25C7 


84. 


02 


184CD1 


25C7 


29. 


40 


184CD1 


25C7 


73. 


46 


184CD1 


25C7 



^8 
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184CD1 34.47 

184NE1 33.32 

184CE3 19.36 

184CZ3 29.20 

184CE2 33.24 

184CB 37.53 

184CZ2 49.12 

184CA 36.61 

184CB 55.77 

184CZ2 16.25 

184CA 63.76 

184CE3 51.39 

184CZ3 54.44 

184CE3 47 . 44 

184CZ3 62.99 

184CZ2 37 . 12 



184CA 


62 


.73 


184CA 


79 


.60 


184CE3 


19 


.98 


184CB 


36 


.83 


184CZ3 


30 


.72 


184CG 


37 


.11 


184CE2 


31 


.55 


184CD1 


47 


.70 


184CE2 


29 


.67 


184CD1 


15 


.71 


184CZ3 


62. 


.65 


184CZ3 


34. 


.33 


184CD1 


57. 


.71 


20C 


13. 


67 


180D1 


88. 


27 


2 OCA 


32. 


34 


190E1 


87. 


32 


19CG 


67. 


76 


184CG 


19. 


86 


19CD 


60. 


66 


184CB 


34. 


91 


184CD2 


28. 


08 
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TABLE Xm 



184CD1 


25C7 


184CA 


40.17 


184CD1 


25C7 


1830 


43.72 


184CD1 


25C7 


190E1 


47.61 


184CD1 


25C7 


19C 


99.25 


19CG 


25C7 


184NE1 


69.79 


19CG 


25C7 


184CG 


86.16 


19CG 


25C7 


20C 


70.46 


19CG 


25C7 


2 ON 


50.72 


19CG 


25C7 


180D1 


75.31 


19CG 


25C7 


19CD 


20.77 


19CG 


25C7 


2 OCA 


67.17 


19CG 


25C7 


184CE2 


86.39 


19CG 


25C7 


184CB 


91.37 


19CG 


25C7 


19NE2 


32 .57 


19CG 


25C7 


184CD2 


94.84 


19CG 


25C7 


184CA 


78 .19 


19CG 


25C7 


1830 


44.08 


19CG 


25C7 


190E1 


28.49 


19CG 


25C7 


19C 


38.77 


184NE1 


25C7 


184CG 


34.11 


184NE1 


25C7 


19CD 


55.36 


184NE1 


25C7 


184CE2 


16.60 


184NE1 


25C7 


184C6 


52.97 


184NE1 


25C7 


19NE2 


62.84 


184NE1 


25C7 


184CD2 


29.31 


184NE1 


25C7 


184CA 


61.52 


184NE1 


25C7 


1830 


60.91 


184NE1 


25C7 


190E1 


42.84 


184CG 


25C7 


180D1 


81.09 


184CG 


25C7 


19CD 


80.51 


184CG 


2SC7 


184CE2 


31.09 


184CG 


25C7 


184CB 


19.37 


184CG 


25C7 


19NE2 


92.98 


184CG 


25C7 


184CD2 


17.53 


184CG 


25C7 


184CA 


33.64 


184CG 


25C7 


1830 


53.42 


184CG 


25C7 


190E1 


67.47 


20C 


25C7 


2 ON 


35.03 


20C 


25C7 


180D1 


76.84 


20C 


25C7 


19CD 


82.78 


20C 


25C7 


2 OCA 


20.30 


20C 


25C7 


19NE2 


76.56 


20C 


25C7 


1830 


97.75 


20C 


25C7 


190E1 


95.52 


20C 


25C7 


19C 


38.85 


2 ON 


25C7 


180D1 


48.08 


2 ON 


25C7 


19CD 


70.24 


2 ON 


25C7 


2 OCA 


19.43 


2 ON 


25C7 


19NE2 


74.34 


2 ON 


25C7 


184CA 


87.18 


2 ON 


25C7 


1830 


63.69 


2 ON 


25C7 


190E1 


79.16 


2 ON 


25C7 


19C 


12.46 


180D1 


25C7 


19CD 


94.22 


180D1 


25C7 


2 OCA 


56.55 


180D1 


25C7 


184CB 


64.46 


180D1 


25C7 


184CD2 


98.02 


180D1 


25C7 


184CA 


47.47 


180D1 


25C7 


1830 


48.16 


180D1 


25C7 


190E1 


93 . 80 


180D1 


25C7 


19C 


55.42 


19CD 


25C7 


2 OCA 


84 . 64 


19CD 


25C7 


184CE2 


71.23 


19CD 


25C7 


184CB 


91.94 


19CD 


25C7 


19NE2 


17.10 


19CD 


25C7 


184CD2 


83.77 


19CD 


25C7 


184CA 


84.58 


19CD 


25C7 


1830 


54.34 


19CD 


25C7 


190E1 


13.19 


19CD 


25C7 


19C 


57.87 


2 OCA 


25C7 


19NE2 


84.21 


2 OCA 


25C7 


1830 


82.52 


2 OCA 


25C7 


190E1 


95.40 


2 OCA 


25C7 


19C 


28.93 


184CE2 


25C7 


184CB 


50.04 


184CE2 


25C7 


19NE2 


76.55 
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TABLE Xm 



184CE2 


25C7 


184CD2 


18.00 


184CE2 


25C7 


184CA 


64.00 


184CE2 


25C7 


1830 


72.92 


184CE2 


25C7 


190E1 


59.12 


184CB 


25C7 


184CD2 


34.04 


184CB 


25C7 


184CA 


19.42 


184CB 


25C7 


1830 


50.23 


184CB 


25C7 


190E1 


79.91 


19NE2 


25C7 


184CD2 


92.14 


19NE2 


25C7 


1830 


71.31 


19NE2 


25C7 


190E1 


27.20 


19NE2 


25C7 


19C 


62.12 


184CD2 


25C7 


184CA 


50.81 


184CD2 


25C7 


1830 


69.19 


184CD2 


25C7 


190E1 


70.74 


184CA 


25C7 


1830 


34.36 


184CA 


25C7 


190E1 


74.90 


184CA 


25C7 


19C 


87.64 


1830 


25C7 


190E1 


48.64 


1830 


25C7 


19C 


59.18 


190E1 


25C7 


19C 


67.25 


200 


2508 


20C 


10.26 


200 


2508 


19CG 


58.52 


200 


2508 


19NE2 


68.66 


200 


2508 


19CD 


71.25 


200 


2508 


2 OCA 


23.15 


200 


2508 


2 ON 


31.47 


200 


2508 


2 IN 


16.79 


200 


2508 


21CA 


28.59 


20C 


2508 


19CG 


64.70 


20C 


2508 


19NE2 


78.30 


20C 


2508 


19CD 


79.37 


20C 


2508 


20CA 


16.86 


20C 


2508 


2 ON 


30.40 


20C 


2508 


2 IN 


12.70 


20C 


2508 


21CA 


28.94 


184NE1 


2508 


184CD1 


18.63 


184NE1 


2508 


19CG 


59.96 


184NE1 


2508 


19NE2 


61.10 


184NE1 


2508 


19CD 


50.56 


184NE1 


2508 


184CE2 


16.07 


184NE1 


2508 


2 ON 


95.41 


184NE1 


2508 


184CG 


27.36 


184CD1 


2508 


19CG 


54.74 


184CD1 


2508 


19NE2 


67.50 


184CD1 


2508 


19CD 


52.79 


184CD1 


2508 


184CE2 


28.00 


184CD1 


2508 


2 OCA 


98.14 


184CD1 


2508 


2 ON 


81.88 


184CD1 


2508 


184CG 


15.43 


19CG 


2508 


19NE2 


32.50 


19CG 


2508 


19CD 


19.73 


19CG 


2508 


184CE2 


76.01 


19CG 


2508 


2 OCA 


58.57 


19CG 


2508 


2 ON 


42.57 


19CG 


2508 


184CG 


68.67 


19CG 


2508 


2 IN 


75.23 


19CG 


2508 


21CA 


84.51 


19NE2 


2508 


19CD 


17.06 


19NE2 


2508 


184CE2 


74.74 


19NE2 


2508 


2 OCA 


80.50 


19NE2 


2508 


2 ON 


68 . 75 


19NE2 


2508 


184CG 


82.83 


19NE2 


2508 


2 IN 


83.53 


19NE2 


2508 


21CA 


83.71 


19CD 


2508 


184CE2 


66.00 


19CD 


2508 


2 OCA 


76.51 


19CD 


2508 


2 ON 


61.57 


19CD 


2508 


184CG 


68.20 


19CD 


2508 


2 IN 


87.76 


19CD 


2508 


21CA 


92.52 


184CE2 


2508 


184CG 


27.48 


2 OCA 


2508 


2 ON 


17.27 


2 OCA 


2508 


2 IN 


28.61 


2 OCA 


2508 


21CA 


45.46 


2 ON 


2508 


184CG 


88.95 
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TABLE Xm 



20N 


2508 


2 IN 


43.10 


2 ON 


2508 


21CA 


58.85 


2 IN 


2508 


21CA 


16.97 


200 


25C9 


19NE2 


82.43 


200 


25C9 


19CD 


79.79 


200 


25C9 


19CG 


60.88 


200 


25C9 


20C 


3.58 


200 


25C9 


220 


59 .91 


200 


25C9 


184CD1 


98.95 


200 


25C9 


190E1 


91.12 


200 


25C9 


22N 


39.58 


200 


25C9 


21CA 


31.39 


20O 


25C9 


210E1 


65.02 


19NE2 


25C9 


19CD 


19.36 


19NE2 


25C9 


19CG 


36.33 


19NE2 


25C9 


184NE1 


69.05 


19NE2 


25C9 


20C 


86.00 


19NE2 


25C9 


220 


36.71 


19NE2 


25C9 


184CD1 


71.62 


19NE2 


25C9 


190E1 


26.23 


19NE2 


25C9 


22N 


69.60 


19NE2 


25C9 


184CE2 


82.17 


19NE2 


25C9 


21CA 


96.36 


19CD 


25C9 


19CG 


21.85 


19CD 


25C9 


184NE1 


54.74 


19CD 


25C9 


20C 


83.26 


19CD 


25C9 


220 


50.79 


19CD 


25C9 


184CD1 


53.82 


19CD 


25C9 


190E1 


12.53 


19CD 


25C9 


22N 


79.86 


19CD 


25C9 


184CE2 


69.35 


19CG 


25C9 


184NE1 


61.67 


19CG 


25C9 


20C 


64.10 


19CG 


25C9 


220 


53.24 


19CG 


25C9 


184CD1 


53.39 


19CG 


25C9 


190E1 


30.83 


19CG 


25C9 


22N 


72.73 


19CG 


25C9 


184CE2 


76.64 


19CG 


25C9 


21CA 


87.99 


184NE1 


25C9 


184CD1 


16.96 


184NE1 


25C9 


190E1 


43.53 


184NE1 


25C9 


184CE2 


15.12 


20C 


25C9 


220 


62.84 


20C 


25C9 


190E1 


94.48 


20C 


25C9 


22N 


40.82 


20C 


25C9 


21CA 


29.72 


20C 


25C9 


210E1 


62.22 


220 


25C9 


190E1 


61.50 


220 


25C9 


22N 


33.67 


220 


25C9 


21CA 


61.98 


220 


25C9 


210E1 


90.36 


184CD1 


25C9 


190E1 


45.59 


184CD1 


25C9 


184CE2 


27.01 


190E1 


25C9 


22N 


92.00 


190E1 


25C9 


184CE2 


57.64 


22N 


25C9 


21CA 


28. 69 


22N 


25C9 


210E1 


58.53 


21CA 


25C9 


210E1 


36. 88 


20O 


25O10 


220 


85.43 


200 


25O10 


19CD 


97 .70 


20O 


25O10 


19CG 


73.17 


200 


25O10 


All 


DO . 04 


20O 


25O10 


20C 


5.18 


20O 


25O10 


22C 


86.37 


20O 


25O10 


21CA 


39.27 


20O 


25O10 


21C 


51.49 


20O 


25O10 


2 IN 


20.36 


20O 


25O10 


22CA 


70.79 


20O 


25010 


19CB 


67.40 


20O 


25O10 


2 ON 


28.18 


20O 


25010 


2 OCA 


10.76 


20O 


25O10 


210E1 


68.78 


19NE2 


25O10 


220 


52.26 


19NE2 


25O10 


19CD 


20.65 


19NE2 


25O10 


19CG 


42.35 


19NE2 


25O10 


22N 


96.61 
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TABLE Xm 



19NE2 


25010 


22C 


66.07 


19NE2 


25O10 


190E1 


22 91 


19NE2 


25010 


22CA 


82.67 


19NE2 


25O10 


19CB 


43 19 


19NE2 


25O10 


2 ON 


84.11 


19NE2 


25O10 


23N 


Of* • 27 J 


19NE2 


25010 


184NE1 


62.68 


19NE2 


25010 


23CA 


53 19 


220 


25010 


19CD 


65.17 


220 


25O10 


19CG 


6P flft 


220 


25O10 


22N 


45.38 


220 


25O10 


20C 


Pi fl=; 

Ol . OO 


220 


25O10 


22C 


15.92 


220 


25O10 


21CA 


7Q 66 


220 


25O10 


21C 


61.19 


220 


25010 


2 IN 


7Q *a c 


220 


25O10 


190E1 


72.72 


220 


25010 


22CA 


3 n Ai 


220 


25O10 


19CB 


55.31 


220 


25O10 


2 ON 


77 "*Q 


220 


25O10 


23N 


24.55 


220 


25O10 


2 OCA 


P9 m 


220 


25O10 


23CA 


30.74 


19CD 


25O10 


19CG 


94 flP 


19CD 


25O10 


20C 


99.46 


19CD 


25010 


22C 


ftO 6 9 


19CD 


25O10 


190E1 


10.13 


19CD 


25O10 


22CA 


93 

-7 J • .7 J 


19CD 


25O10 


19CB 


31.83 


19CD 


25O10 


2 ON 


69 77 


19CD 


25O10 


23N 


82.79 


19CD 


25O10 


2 OCA 


87 09 


19CD 


25O10 


184NE1 


49.90 


19 CD 


25O10 


23CA 


72 96 


19CG 


25O10 


22N 


93.59 


19CG 


25O10 


20C 


75 37 


19CG 


25O10 


22C 


83.51 


19CG 


25O10 


2 IN 


89 04 


19CG 


25O10 


190E1 


32.51 


19CG 


25O10 


22CA 


89 71 


19CG 


25O10 


19CB 


14.55 


19CG 


25O10 


2 ON 




19CG 


25O10 


23N 


91.20 


19CG 


25O10 


2 OCA 


62 46 


19CG 


25O10 


184NE1 


58.10 


19CG 


25O10 


23CA 


87 9ft 


22N 


25010 


20C 


51.51 


22N 


25O10 


22C 


36 09 


22N 


25O10 


21CA 


34.76 


22N 


25O10 


21C 


15 90 


22N 


25010 


2 IN 


40.79 


22N 


25O10 


22CA 


16 99 


22N 


25O10 


19CB 


79.30 


22N 


25O10 


2 ON 


69 27 


22N 


25O10 


23N 


46.59 


22N 


25O10 


2 OCA 


61 11 


22N 


25O10 


210E1 


66.06 


22N 


25O10 


23CA 


63 97 


20C 


25O10 


22C 


81.89 


20C 


25O10 


21CA 


J J i UJ 


20C 


25010 


21C 


46.40 


20C 


25O10 


2 IN 


15 83 


20C 


25O10 


22CA 


65.90 


20C 


25O10 


19CB 


68.42 


20C 


25010 


2 ON 


30.90 


20C 


25O10 


23N 


95.35 


20C 


25O10 


2 OCA 


14.07 


20C 


25O10 


210E1 


66.77 


22C 


25O10 


21CA 


70.57 


22C 


25O10 


21C 


50.65 


22C 


25010 


2 IN 


75.18 


22C 


25O10 


190E1 


87.67 


22C 


25O10 


22CA 


19 .15 


22C 


25O10 


19CB 


70.26 


22C 


25O10 


2 ON 


85.66 


22C 


25O10 


23N 


14.18 
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TABLE Xm 



22C 


4b JUiU 


2 0PA 


A£ 1 p 

00 .JO 


99P 

4b 4b I. 


Ocr*1 n 
45 jOIU 


21UE1 


OA C A 

94 . 63 


22C 

m* \— 


2 SOI n 


21PA 

6JUA 


9ft S1 

4b O • Jl 


91 PA 
4b lV_/A 


0 n 


21C 


A A A A 

20 . 23 


4b 1 


9Soi n 


TIM 
Z 11M 


1Q AC 

1 J . 4b O 


9 1 Pa 
£ 1LA 


zbOlU 


A A**m 

22CA 


51 . 43 


21 PA 


9Soi n 


1 OPP 


J J . 70 


91 r»a 


*)CA1 A 
25010 


A A XT 

2 ON 


65. 09 
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65C 25C31 650 9.78 
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-Exm 

65C 25C31 67CE2 90.50 

660 25C31 66CA 32.38 

660 25C31 650 65.09 

660 25C31 65N 88.60 

66CA 25C31 66C 19.15 

66CA 25C31 67CE2 61.64 

640 25C31 650 52.33 

66C 25C31 650 53.03 

66C 25C31 65N 80.44 

650 25C31 65N 32.85 

65CA 25032 66N 34.36 

65CA 25032 64C 30.83 

640 25032 66N 73.09 

640 25032 64C 12.34 

66N 25032 65C 17.74 

66N 25032 65N 48.15 

65C 25032 65N 31.63 

660 25C33 66N 39.03 

660 25C33 25SG 98.45 

660 25C33 66C 9.09 

66N 25C33 25SG 95.78 

66N 25C33 66C 30.21 

1610 25C33 25SG 60.66 

65CA 25C33 65C 18.08 

161C 25C33 25SG 68.01 

65C 25C33 66C 44.83 

660 25C34 66N 32.40 

161C 25C34 162N 17.83 

161C 25C34 162CA 31.39 

161C 25C34 25SG 73.05 

161C 25C34 163CB 92.63 

1610 25C34 163N 65.51 

1610 25C34 162C 54.67 

16lO 25C34 161CA 30.82 

162N 25C34 163N 46.66 

162N 25C34 162C 31.03 

162N 25C34 161CA 31.09 

163N 25C34 162CA 31.03 
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163CA 25C36 68CE 
163CA 25C36 26CX 
134CB 25C36 68CE 



134CB 


25C36 


162C 


163N 


25C36 


68CE 


163N 


25C36 


26CX 


26CB 


25C36 


66C 


26CB 


25C36 


162C 


68CE 


25C36 


209CD2 
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670H 
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67CG 


67CE2 
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65CA 
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660 


65CA 
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65CA 
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26CB 
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660 


66N 
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65C 


66N 


25C38 2240H2 



TABLE Xm 

65.92 163CA 25C36 162C 30.24 

63.59 134CB 25C36 163N 69.86 

62.66 134CB 25C36 209CD2 53.95 

59.74 163N 25C36 26CB 84.29 

85.05 163N 25C36 162C 15.50 

69.23 26CB 25C36 68CE 88.83 

50.37 26CB 25C36 67CA 61.54 

98.98 26CB 25C36 26CX 17.62 

68.72 68CE 25C36 67CA 82.83 

90.28 68CE 25C36 26CX 78.81 

82.71 66C 25C36 67CA 30.72 

67.86 67CA 25C36 26CX 75.01 

84.54 660 25C37 67CE1 76.69 

72.75 660 25C37 67CD1 64.04 
86.40 660 25C37 67CE2 57.39 
48.64 67CE1 25C37 209CD2 60.17 

18.76 67CE1 25C37 67CD1 18.19 
31.37 67CE1 25C37 67CE2 29.99 
29.19 209CD2 25C37 67CZ 78.42 
57.12 209CD2 25C37 670H 84.22 
89.26 209CD2 25C37 134CB 51.72 
70.82 67CZ 25C37 67CD1 31.75 
17.50 67CZ 25C37 67CE2 16.32 
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TABLE XIV 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor (lS)-N-[2- 
[ (1-benzyloxycarbonylamino) -3-methylbutyl] thiazol-4-ylcarbonyl] - 
N ' - (N-benzyloxycarbonyl-L-leucinyl ) hydrazide . 
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49 


ft £ 

. 06 


Oft OA 

30 .38 


^ ft A 

184CZ2 


25C21 


162N 


A ft 

97 


. 18 


r* ft ^ i 

59 . 61 


162CD2 


25C21 


162N 


60 


.72 


34 .32 


n C ft /-I 

25SG 


ft C Oft ft 

25C22 


25N 


58 


.23 


96 . 62 


ft IT mm 

25SG 


25C22 


25CA 


41 


.06 


ft o Q *5 

88 . 83 


ft r- r%*\ 

25SG 


ft P oft ft 

25C22 


19NE2 


94 


.39 


ft A ft ft 

94 . 80 


ft e oo 

25SG 


ft C* Oft ft 

25C22 


162ND1 


67 


.14 


ft ft ft ft 
28 . 02 


ft C fto 

25SG 


25C22 


24C 


63 


.81 


28 . 81 


ft c n/i 

25SG 


ft C Oft o 

25C22 


162CA 


61 


.80 


CO CI 

59 . 67 


25CB 


ft C Oft ft 

25C22 


ft rr«.« 

25N 


41 


.88 


ft a no 
94 .72 


ft COT) 

25CB 


ft C Oft ft 

25C22 


ft o o 

230 


97 


.61 


20 • 48 


ft eon 

25CB 


ft P Oft ft 

25C22 


19NE2 


62. 


.01 


ft ft ft ft 

79 . 22 


ft C OT» 

25CB 


25C22 


162ND1 


50. 


.87 


A ft ft * 

40 . 24 


ft Con 

25CB 


ft Coft ft 

25C22 


ft A o 

24C 


51.06 


ft r* ^ ft 

25 • 68 


ft C 

25CB 


25C22 


162CA 


70. 


.19 


77 . 04 


ft rr *t 

25N 


25C22 


23CA 


72. 


.11 


C ft ft 

53 .07 


ft 

25N 


25C22 


230 


56. 


.89 


ft i nc 

21 .75 


ft P* T 

25N 


25C22 


19NE2 


46. 


.70 


ft A f A 

38.64 


ft 

25N 


25C22 


162ND1 


88. 


45 


36 .83 


25N 


25C22 


24C 


9. 


50 


ft ft A ft 

29 . 43 


25N 


25C22 


26CD1 


53. 


68 


ft o op 
23 .35 


ft ft o» 

23CA 


25C22 


230 


37. 


19 


Aft -i ft 

93 . 17 


ft ft o m 

23CA 


25C22 


19NE2 


58. 


05 


ft ft C ft 

33 .59 


ft ft o» 

23CA 


25C22 


26N 


99. 


96 


f A Oft 

64 .82 


ft ft o « 

23CA 


25C22 


26CD1 


78. 


54 


<• ft ft «• 
18 .81 


ft ft o 

23C 


25C22 


25CA 


74. 


82 


57 . 79 


23C 


25C22 


24N 


16. 


66 


76 . 83 


23C 


25C22 


24C 


44. 


46 


78 .94 


23C 


25C22 


26CD1 


57. 


31 


77.22 


230 


25C22 


19NE2 


74. 


75 


30.81 


230 


25C22 


2 6N 


69. 


15 


47.40 


230 


25C22 


25C 


76. 


13 


41.43 


25CA 


25C22 


19NE2 


54. 


59 


60.09 


25CA 


25C22 


162ND1 


70. 


00 


30.49 


25CA 


25C22 


24C 


30. 


68 


15.62 


25CA 


25C22 


162CA 


89. 


97 


62.21 


1610 


25C22 


162ND1 


66. 


24 


34.26 


19NE2 


25C22 


24N 


44. 


06 
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19NE2 


25C22 


162ND1 


75.31 


19NE2 


25C22 


26N 


82.03 


19NE2 


25C22 


24C 


49.24 


19NE2 


25C22 


25C 


69.71 


19NE2 


25C22 


26CD1 


96.23 


24N 


25C22 


26N 


68.47 


24N 


25C22 


24C 


31.27 


24N 


25C22 


25C 


66.84 


24N 


25C22 


26CD1 


59.64 


162ND1 


25C22 


26N 


88.16 


162ND1 


25C22 


24C 


97.87 


162ND1 


25C22 


25C 


75.88 


162ND1 


25C22 


162CA 


38.60 


26N 


25C22 


24C 


39.22 


26N 


25C22 


25C 


15.72 


26N 


25C22 


162CA 


89.81 


26N 


25C22 


26CD1 


37.42 


24C 


25C22 


25C 


35.57 


24C 


25C22 


26CD1 


47.97 


25C 


25C22 


162CA 


86.23 


25C 


25C22 


26CD1 


51.39 


25SG 


25023 


25N 


74.67 


25SG 


25023 


25CB 


38.15 


25SG 


25023 


25CA 


54.63 


25SG 


25023 


24C 


85.79 


25SG 


25023 


26N 


43.64 


25SG 


25023 


25C 


46.38 


25SG 


25023 


190E1 


92.56 


25SG 


25023 


26CD1 


68.54 


25SG 


25023 


162ND1 


54.77 


25SG 


25023 


240 


79.70 


23C 


25023 


25N 


73.70 


23C 


25023 


23CA 


31.55 


23C 


25023 


230 


24.72 


23C 


25023 


24N 


24.08 


23C 


25023 


19NE2 


78.98 


23C 


25023 


25CA 


97.79 


23C 


25023 


24C 


59.01 


23C 


25023 


24CA 


36.52 


23C 


25023 


23N 


33.47 


23C 


25023 


220 


48.06 


23C 


25023 


19CD 


90.90 


23C 


25023 


26N 


92.04 


23C 


25023 


25C 


96.56 


23C 


25023 


26CD1 


66.16 


23C 


25023 


22C 


38.64 


23C 


25023 


240 


64.99 


25N 


25023 


230 


75.80 


25N 


25023 


25CB 


50.26 


25N 


25023 


24N 


53.76 


25N 


25023 


19NE2 


61.26 


25N 


25023 


25CA 


24.14 


25N 


25023 


24C 


14.83 


25N 


25023 


24CA 


37.18 


25N 


25023 


23N 


97.04 


25N 


25023 


220 


79.60 


25N 


25023 


19CD 


63.80 


25N 


25023 


26N 


37.49 


25N 


25023 


25C 


28.32 


25N . 


25023 


190E1 


68.00 


25N 


25023 


26CD1 


60.48 


25N 


25023 


22C 


87.54 


25N 


25023 


162ND1 


89.51 


25N 


25023 


240 


9.64 


23CA 


25023 


230 


48.80 


23CA 


25023 


24N 


46.69 


23CA 


25023 


19NE2 


77.35 


23CA 


25023 


24C 


86.89 


23CA 


25023 


24CA 


64.88 


23CA 


25023 


23N 


7.95 


23CA 


25023 


220 


38.18 


23CA 


25023 


19CD 


87.87 


23CA 


25023 


26CD1 


93.73 


23CA 


25023 


22C 


23.48 


23CA 


25023 


240 


93.16 


230 


25023 


24N 


42.48 


230 


25023 


25CA 


97.01 


230 


25023 


24C 


61.75 


230 


25023 


24CA 


43.63 


230 


25023 


23N 


53.76 


230 


25023 


220 


72.77 


230 


25023 


26N 


79.20 


230 


25023 


25C 


89.58 


230 


25023 


26CD1 


44.93 


230 


25023 


22C 


62.49 


230 


25023 


240 


66.16 


25CB 


25023 


19NE2 


75.63 


25CB 


25023 


25CA 


26.15 



WO 97/16177 PCT/US96/17512 



TABLE XIV 



25CB 


25023 


24C 


64.94 


25CB 


25023 


24CA 


87.43 


25CB 


25023 


19CD 


67.69 


25CB 


25023 


26N 


43.69 


25CB 


25023 


25C 


31.03 


25CB 


25023 


190E1 


57.73 


25CB 


25023 


26CD1 


83.37 


25CB 


25023 


162ND1 


43.20 


25CB 


25023 


240 


59.04 


24N 


25023 


19NE2 


59.02 


24N 


25023 


25CA 


77.52 


24N 


25023 


24C 


40.38 


24N 


25023 


24CA 


19.70 


24N 


25023 


23N 


44.10 


24N 


25023 


220 


40.11 


24N 


25023 


19CD 


70.43 


24N 


25023 


26N 


81.70 


24N 


25023 


25C 


80.42 


24N 


25023 


190E1 


85.06 


24N 


25023 


26CD1 


70.58 


24N 


25023 


22C 


39.18 


24N 


25023 


240 


46.65 


19NE2 


25023 


25CA 


66.95 


19NE2 


25023 


24C 


63.26 


19NE2 


25023 


24CA 


65.23 


19NE2 


25023 


23N 


69.48 


19NE2 


25023 


220 


39.17 


19NE2 


25023 


19CD 


11.94 


19NE2 


25023 


26N 


96.41 


19NE2 


25023 


25C 


81.46 


19NE2 


25023 


190E1 


27.37 


19NE2 


25023 


22C 


53.87 


19NE2 


25023 


162ND1 


76.87 


19NE2 


25023 


240 


65.05 


25CA 


25023 


24C 


38.79 


25CA 


25023 


24CA 


61.29 


25CA 


25023 


220 


96.77 


25CA 


25023 


19CD 


63.98 


25CA 


25023 


26N 


31.96 


25CA 


25023 


25C 


15.29 


25CA 


25023 


190E1 


61.11 


25CA 


25023 


26CD1 


68.99 


25CA 


25023 


162ND1 


67.28 


25CA 


25023 


240 


32.93 


24C 


25023 


24CA 


22.55 


24C 


25023 


23N 


84.41 


24C 


25023 


220 


71.79 


24C 


25023 


19CD 


68.91 


24C 


25023 


26N 


44.17 


24C 


25023 


25C 


40.07 


24C 


25023 


190E1 


76.59 


24C 


25023 


26CD1 


54.93 


24C 


25023 


22C 


77.02 


24C 


25023 


240 


6.27 


24CA 


25023 


23N 


63.29 


24CA 


25023 


220 


57.79 


24CA 


25023 


19CD 


74.68 


24CA 


25023 


26N 


62.01 


24CA 


25023 


25C 


61.72 


24CA 


25023 


190E1 


86.76 


24CA 


25023 


26CD1 


55.98 


24CA 


25023 


22C 


58.75 


24CA 


25023 


240 


28.67 


23N 


25023 


220 


30.31 


23N 


25023 


19CD 


79.92 


23N 


25023 


190E1 


93.90 


23N 


25023 


26CD1 


98.39 


23N 


25023 


22C 


15.63 


23N 


25023 


240 


90.66 


220 


25023 


19CD 


49.86 


220 


25023 


190E1 


64.43 


220 


25023 


22C 


14.70 


220 


25023 


240 


77.07 


19CD 


25023 


26N 


95.38 


19CD 


25023 


25C 


79.18 


19CD 


25023 


190E1 


15.44 


19CD 


25023 


22C 


64.49 


19CD 


25023 


162ND1 


64.94 


19CD 


25023 


240 


69.44 


26N 


25023 


25C 


16.77 


26N 


25023 


190E1 


92.94 


26N 


25023 


26CD1 


39.94 


26N 


25023 


162ND1 


84.95 


26N 


25023 


240 


38.78 


25C 


25023 


190E1 


76.17 


25C 


25023 


26CD1 


55.41 


25C 


25023 


162ND1 


74.20 


25C 


25023 


240 


33.82 
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190E1 


25023 


22C 


78.82 


190E1 


25023 


162ND1 


49 


.50 


190E1 


25023 


240 


75.54 


26CD1 


25023 


240 


54 


.16 


22C 


25023 


240 


82 .96 


162ND1 


25023 


240 


99 


.10 


640 


25C24 


610D1 


49.69 


640 


25C25 


610D1 


65 


.86 


640 


25C25 


64C 


4.04 


640 


25C25 


65CA 


36 


.03 


640 


25C25 


6 ICG 


60.48 


640 


25C25 


65N 


18 


.55 


610D1 


25C25 


64C 


66.57 


610D1 


25C25 


65CA 


65 


.57 


610D1 


25C25 


6 ICG 


12.80 


610D1 


25C25 


65N 


65 


.27 


64C 


25C25 


65CA 


32.21 


64C 


25C25 


6 ICG 


62 


.08 


64C 


25C25 


65N 


14.69 


65CA 


25C25 


6 ICG 


68 


.81 


65CA 


25C25 


65N 


17.52 


6 ICG 


25C25 


65N 


64 


.30 


640 


25C26 


610D1 


75.97 


640 


25C26 


65CA 


46 


.13 


640 


25C26 


65C 


60.97 


640 


25C26 


64C 


10 


.65 


640 


25C26 


66N 


77.86 


640 


25C26 


6 ICG 


67 


.54 


640 


25C26 


65N 


27.99 


640 


25C26 


650 


58 


.42 


640 


25C26 


61CB 


50.52 


610D1 


25C26 


65CA 


81 


.67 


610D1 


25C26 


65C 


66.87 


610D1 


25C26 


64C 


74 


.15 


610D1 


25C26 


66N 


75.37 


610D1 


25C26 


6 ICG 


10 


.88 


610D1 


25C26 


65N 


75.81 


610D1 


25C26 


650 


51 


.81 


610D1 


25C26 


61CB 


25.47 


65CA 


25C26 


65C 


22 


.26 


65CA 


25C26 


64C 


35.83 


65CA 


25C26 


66N 


33 


.99 


65CA 


25C26 


6 ICG 


80.84 


65CA 


25C26 


65N 


18 


.46 


65CA 


25C26 


650 


32.38 


65CA 


25C26 


61CB 


65 


.67 


65C 


25C26 


64C 


50.43 


65C 


25C26 


66N 


17 


. 99 


65C 


25C26 


6 ICG 


69.56 


65C 


25C26 


65N 


34 


.42 


65C 


25C26 


650 


15.34 


65C 


25C26 


61CB 


58 


. 96 


64C 


25C26 


66N 


67.22 


64C 


25C26 


6 ICG 


67 


.20 


64C 


25C26 


65N 


17.48 


64C 


25C26 


650 


48 


. 92 


64C 


25C26 


61CB 


49.45 


66N 


25C26 


6 ICG 


80 


.82 


66N 


25C26 


65N 


50.23 


66N 


25C26 


650 


29 


. 57 


66N 


25C26 


61CB 


73.71 


6 ICG 


25C26 


65N 


71 


.80 


6 ICG 


25C26 


650 


54.22 


6 ICG 


25C26 


61CB 


17 


.81 


65N 


25C26 


650 


36.92 


65N 


25C26 


61CB 


54 


.59 


650 


25C26 


61CB 


44.43 


610D1 


25C27 


640 


56 


. 92 


610D1 


25C27 


66N 


69.33 


610D1 


25C27 


65C 


57 


.67 


610D1 


25C27 


65CA 


66.06 


610D1 


25C27 


6 ICG 


5 


.76 


640 


25C27 


66N 


63.73 


640 


25C27 


65C 


48 


.11 


640 


25C27 


65CA 


35.11 


640 


25C27 


6 ICG 


54 


.18 


66N 


25C27 


67CE2 


75.89 


66N 


25C27 


65C 


16 


.74 


66N 


25C27 


65CA 


30.26 


66N 


25C27 


6 ICG 


73 


.19 


66N 


25C27 


670H 


95.43 


67CE2 


25C27 


65C 


91 


.10 


67CE2 


25C27 


670H 


29.04 


65C 


25C27 


65CA 


18 


.79 


65C 


25C27 


6 ICG 


60.50 


65CA 


25C27 


6 ICG 


67 


.06 


610D1 


25C28 


67CE2 


87.37 


670H 


25C28 


67CE2 


29 


.20 
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67CE2 


25C30 


66CA 


87.59 


67CE2 


25C30 


67CD2 


20.16 


67CE2 


25C30 


67CZ 


18.73 


67CE2 


25C30 


670H 


34.56 


67CE2 


25C30 


66C 


70.31 


67CE2 


25C30 


660 


70.72 


67CE2 


25C30 


67CG 


25.18 


66N 


25C30 


610D1 


77.24 


66N 


25C30 


66CA 


21.80 


66N 


25C30 


67CD2 


87.09 


66N 


25C30 


65C 


18.44 


66N 


25C30 


66C 


34.83 


66N 


25C30 


660 


37.41 


66N 


25C30 


650 


28.55 


66N 


25C30 


65CA 


30.87 


66N 


25C30 


67CG 


79.90 


610D1 


25C30 


66CA 


79.21 


61001 


25C30 


65C 


61.19 


610D1 


25C30 


66C 


99.06 


610D1 


25C30 


650 


48.69 


610D1 


25C30 


65CA 


65.35 


66CA 


25C30 


67CD2 


68 . 10 


66CA 


25C30 


67CZ 


95.64 


66CA 


25C30 


65C 


34.85 


66CA 


25C30 


66C 


20.50 


66CA 


25C30 


660 


32.31 


66CA 


25C30 


650 


36.26 


66CA 


25C30 


65CA 


51.45 


66CA 


25C30 


67CG 


63.14 


67CD2 


25C30 


67CZ 


35.10 


67CD2 


25C30 


670H 


53.38 


67CD2 


25C30 


66C 


52.50 


67CD2 


25C30 


660 


56.67 


67CD2 


25C30 


67CG 


11.66 


67C2 


25C30 


670H 


19.01 


67CZ 


25C30 


66C 


75.82 


67CZ 


25C30 


660 


70.92 


67CZ 


25C30 


67CG 


34.09 


65C 


25C30 


66C 


52.09 


65C 


25C30 


660 


55.84 


65C 


25C30 


650 


14.76 


65C 


25C30 


65CA 


18.69 


65C 


25C30 


67CG 


97.10 


670H 


25C30 


66C 


93.31 


670H 


25C30 


660 


85.90 


670H 


25C30 


67CG 


53.10 


66C 


25C30 


660 


15.93 


66C 


25C30 


650 


56.33 


66C 


25C30 


65CA 


65.39 


66C 


25C30 


67CG 


45.14 


660 


25C30 


650 


64.17 


660 


25C30 


65CA 


64.29 


660 


25C30 


67CG 


46.61 


650 


25C30 


65CA 


29.99 


650 


25C30 


67CG 


98.82 


67CE2 


25031 


67CZ 


25.44 


67CE2 


25031 


670H 


43.21 


67CE2 


25031 


67CD2 


21.71 


67CE2 


25031 


660 


86.23 


67CE2 


2S031 


66C 


79.23 


67CE2 


25031 


66CA 


90.96 


67CE2 


25031 


67CE1 


36.09 


67CE2 


25031 


67CG 


31.92 


67CE2 


25031 


67CD1 


36.21 


67CE2 


25031 


67N 


65.41 


67CZ 


25031 


670H 


23.53 


67CZ 


25031 


67CD2 


40.63 


67CZ 


25031 


660 


90.28 


67CZ 


25031 


66C 


90.73 


67CZ 


25031 


67CE1 


17.83 


67CZ 


25031 


67CG 


39.73 


67CZ 


25031 


67CD1 


30.41 


67CZ 


25031 


67N 


78.58 


670H 


25031 


67CD2 


62.56 


670H 


25031 


67CE1 


36.02 


670H 


25031 


67CG 


63 . 25 


670H 


25031 


67CD1 


52.26 


67CD2 


25031 


660 


66.16 


67CD2 


25031 


66N 


90.96 


67CD2 


25031 


66C 


57.61 


67CD2 


25031 


66CA 


69.91 


67CD2 


25031 


67CE1 


41.91 


67CD2 


25031 


67CG 


16.99 


67CD2 


25031 


67CD1 


31.58 


67CD2 


25031 


67N 


43.75 


660 


25031 


66N 


42.55 


660 


25031 


66C 


18.09 


660 


25031 


66CA 


35.81 
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660 


25031 


67CE1 


75 


.32 


660 


25031 


67CG 


54 


.80 


660 


25031 


65C 


57 


.68 


660 


25031 


67CD1 


59 


.89 


660 


25031 


67N 


27 


.36 


660 


25031 


65CA 


66 


.84 


66N 


25031 


66C 


37 


.22 


66N 


25031 


66CA 


21 


.24 


66N 


25031 


67CG 


68 


.11 


66N 


25031 


65C 


15 


.16 


66N 


25031 


67CD1 


99 


.35 


66N 


25031 


67N 


49.30 


66N 


25031 


65CA 
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CQ 19 
Do . JZ 


ceo 

O OL 


ZDL J O 


CCM 


19 CQ 
OZ • D7 


CCO 
bOL 


9 COT Q 
ZDLJ O 


C70E 
b /LA 


9 q cn 
zy . ou 


CCO 

bbL 


9 KPl Q 
ZDLJO 


C7M 

b /N 


1 9 Q7 
XZ • O / 


CCO 
00L 


9 COT Q 
ZDLJ o 


CCO& 
OOLA 


1 C Q1 

xd . y x 




9 Q 

ZDL Jo 


9 CM 

zbN 


on iq 
z u • j y 


9CO& 
ZbLA 


9COl Q 

zdL J o 


1 Cloa 
Xb J LA 


77 nn 
/ / . uu 


9Coa 
ZOLA 


9 COT Q 

zdLjo 


bobD 


C9 91 

bz • z J 


9 COA 

zbLA 


9COl Q 
ZDL JO 


9 COO 

zbLvj 


1 A 79 
J4 • /z 


9 CPA 

z bLA 


9COT O 

zdl Jo 


O COTM 

zbCUl 


43 . /y 


9COlk 

zbLA 


9COl Q 

zdLjo 


CCM 

bbN 


Q il 7 A 

o4 . / 4 


9 CO* 

z bCA 


9 CP1 O 

zdCjo 


C70» 

b/CA 


7 Q CO 

/o . bo 


9 £PK 

zbLA 


9 COT O 
ZDL JO 


C7M 

b /N 


77 9 A 
It* Z4 


26CA 


25C38 


66CA 


79 . 85 


26CA 


25C38 


lozC 


33 . 66 


26N 


2SC38 


163CA 


72.27 


26N 


25C38 


68SD 


79.71 


26N 


25C38 


26CG 


39.78 


26N 


25C38 


26CD1 


42.14 


26N 


25C38 


66N 


85.55 


26N 


25C38 


67CA 


97.07 


26N 


25C38 


67N 


92.29 


26N 


25C38 


66CA 


86.55 


26N 


25C38 


162C 


87.67 


163CA 


25C38 


68SD 


68.96 


163CA 


25C38 


162C 


29.60 


68SD 


25C38 


26CG 


83.61 


68SD 


25C38 


67CA 


57.57 


68SD 


25C38 


67N 


72.28 


68SD 


25C38 


66CA 


98.54 


68SD 


25C38 


162C 


96.25 
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26CG 


25C38 


26CD1 


17.49 


26CG 


25C38 


66N 


50.02 


26C6 


25C38 


67CA 


65.74 


26CG 


25C38 


67N 


55.48 


26CG 


25C38 


66CA 


47.14 


26CD1 


25C38 


66N 


43.47 


26CD1 


25C38 


67CA 


78.32 


26CD1 


25C38 


67N 


64.92 


26CD1 


25C38 


66CA 


47.51 


66N 


25C38 


67CA 


62.18 


66N 


25C38 


67N 


45.30 


66N 


25C38 


66CA 


17.02 


67CA 


25C38 


67N 


17.03 


67CA 


25C38 


66CA 


45.35 


67N 


25C38 


66CA 


28.38 


65CA 


25C39 


66N 


38.23 


65CA 


25C39 


660 


77.80 


65CA 


25C39 


65C 


20.22 


65CA 


25C39 


26CD1 


57.59 


65CA 


25C39 


65N 


12.86 


65CA 


25C39 


230 


51.79 


65CA 


25C39 


66CA 


49.23 


25SG 


25C39 


1610 


71.00 


25SG 


25C39 


26CD1 


64.51 


25SG 


25C39 


161C 


75.18 


25SG 


25C39 


230 


59.23 


66N 


25C39 


660 


39.58 


66N 


25C39 


65C 


18.09 


66N 


25C39 


26CD1 


47.02 


66N 


25C39 


65N 


50.53 


66N 


25C39 


230 


71.29 


66N 


25C39 


66CA 


11.02 


660 


25C39 


65C 


57.60 


660 


25C39 


26CD1 


57.39 


660 


25C39 


65N 


89.89 


660 


25C39 


230 


96.66 


660 


25C39 


66CA 


28.57 


1610 


25C39 


161C 


12.79 


65C 


25C39 


26CD1 


48.36 


65C 


25C39 


65N 


32.45 


65C 


25C39 


230 


59.69 


65C 


25C39 


66CA 


29.05 


26CD1 


25C39 


65N 


60.85 


26CD1 


25C39 


230 


40.56 


26CD1 


25C39 


66CA 


47.30 


65N 


25C39 


230 


44.53 


65N 


25C39 


66CA 


61.43 


230 


25C39 


66CA 


77.82 


66N 


25040 


65CA 


49.46 


66N 


25O40 


26C01 


65.76 


66N 


25O40 


65C 


23.27 


66N 


25O40 


660 


49.28 


66N 


25040 


66CA 


14.40 


66N 


25O40 


26CG 


63.42 


66N 


25040 


65N 


61.07 


66N 


25040 


26NE1 


58.78 


66N 


25O40 


66C 


34.93 


66N 


25O40 


230 


92.25 


66N 


25O40 


26CB 


74.00 


66N 


25O40 


650 


24.57 


65CA 


25O40 


26CD1 


79.08 


65CA 


25O40 


65C 


27.14 


65CA 


25O40 


660 


98.43 


65CA 


25O40 


66CA 


63.57 


65CA 


25O40 


26CG 


90.14 


65CA 


25O40 


65N 


13.53 


65CA 


25040 


26NE1 


63.17 


65CA 


25O40 


66C 


84.39 


65CA 


25040 


230 


63.91 


65CA 


25O40 


650 


28.53 


26CD1 


25O40 


65C 


65.35 


26CD1 


25O40 


25SG 


80 .06 


26CD1 


25O40 


660 


75.51 


26CD1 


25O40 


66CA 


61.87 


26CD1 


25O40 


26CG 


17.43 


26CD1 


25O40 


65N 


76.84 


26CD1 


25040 


26NE1 


16.20 


26CD1 


25O40 


66C 


66.92 


26CD1 


25040 


230 


50.44 


26CD1 


25O40 


26CB 


36.73 


26CD1 


25O40 


650 


60.57 


26CD1 


25O40 


26N 


42.40 


65C 


25040 


660 


72.49 


65C 


25O40 


66CA 


36.77 


65C 


25040 


26CG 


70.55 


65C 


25O40 


65N 


37.88 


65C 


25040 


26NE1 


52.57 


65C 


25O40 


66C 


57.85 
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65C 


25O40 


230 


74.40 


65C 


25O40 


26CB 


86.99 


65C 


25O40 


650 


4.93 


25SG 


25O40 


26CG 


82.32 


25SG 


25O40 


26NE1 


89.52 


25SG 


25O40 


230 


68.61 


25SG 


25O40 


26CB 


75.26 


25SG 


25O40 


26N 


44.90 


660 


25O40 


66CA 


36.06 


660 


25O40 


26CG 


60.15 


660 


25O40 


26NE1 


82.09 


660 


25O40 


66C 


15.20 


660 


25O40 


26CB 


51.97 


660 


25O40 


650 


73.07 


660 


25O40 


26N 


81.84 


66CA 


25O40 


26CG 


55.19 


66CA 


25040 


65N 


74.60 


66CA 


25O40 


26NE1 


59.26 


66CA 


25O40 


66C 


21.11 


66CA 


25O40 


230 


98.28 


66CA 


25O40 


26CB 


62.10 


66CA 


25O40 


650 


37.02 


66CA 


25O40 


26N 


91.86 


26CG 


25O40 


65N 


90.75 


26CG 


25O40 


26NE1 


31.46 


26CG 


25O40 


66C 


54.19 


26CG 


25O40 


230 


67.47 


26CG 


25O40 


26CB 


20.67 


26CG 


25O40 


650 


66.40 


26CG 


25O40 


26N 


38.44 


65N 


25O40 


26NE1 


60.66 


65N 


25O40 


66C 


95.71 


65N 


25O40 


230 


52.18 


65N 


25O40 


650 


37.84 


26NE1 


25O40 


66C 


70.37 


26NE1 


25O40 


230 


42.57 


26NE1 


25O40 


26CB 


51.93 


26NE1 


25O40 


650 


47.64 


26NE1 


25O40 


26N 


57.31 


66C 


25O40 


26CB 


52.36 


66C 


25O40 


650 


58.10 


66C 


25O40 


26N 


83.81 


230 


25040 


26CB 


83.39 


230 


25O40 


650 


70.59 


230 


25040 


26N 


67.33 


26CB 


25O40 


650 


83.51 


26CB 


25O40 


26N 


31.46 


25SG 


25N41 


1610 


86.79 


2SSG 


25N41 


161C 


87.19 


25SG 


25N41 


230 


62.77 


25SG 


25N41 


66N 


93.69 


1610 


25N41 


161C 


11.62 


65CA 


25N41 


230 


51.79 


65CA 


25N41 


65N 


15.59 


6SCA 


25N41 


66N 


29.14 


230 


25N41 


65N 


44.44 


230 


25N41 


66N 


64.51 


65N 


25N41 


66N 


44.25 


25SG 


25N42 


230 


85.08 


25SG 


25N42 


23CA 


98.91 


25SG 


25N42 


23C 


83.87 


25SG 


25N42 


1610 


78.66 


25SG 


25N42 


25CB 


15.26 


25SG 


25N42 


25N 


39.74 


25SG 


25N42 


26CD1 


63.71 


25SG 


25N42 


24N 


72.85 


230 


25N42 


23CA 


37.86 


230 


25N42 


23C 


18.24 


230 


25N42 


65CA 


60.94 


230 


25N42 


25CB 


79.36 


230 


25N42 


65N 


52.05 


230 


25N42 


25N 


48.33 


230 


25N42 


26CD1 


43.36 


230 


25N42 


24N 


25.15 


23CA 


25N42 


23C 


22.71 


23CA 


25N42 


65CA 


87.12 


23CA 


25N42 


25CB 


85.89 


23CA 


25N42 


65N 


70.74 


23CA 


25N42 


25N 


60.69 


23CA 


25N42 


26CD1 


80.64 


23CA 


25N42 


24N 


29.02 


23C 


25N42 


65CA 


77.61 


23C 


25N42 


25CB 


74.03 


23C 


25N42 


65N 


65.78 


23C 


25N42 


25N 


44.16 


23C 


25N42 


26CD1 


58.52 


23C 


25N42 


24N 


11.74 


65CA 


25N42 


65N 


18.58 
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65CA 


25N42 


25N 


98 


.97 


65CA 


25N42 


A. U\«UX 


^ 1 QQ 


65CA 


25N42 


24N 


86 


.08 


1610 


25N42 




fiZ 1 Q 
o<* . J y 


25CB 


2 5N42 


25N 


31 


.12 


25CB 




A. OV.U1 


£0 Q 1 


25CB 


25N42 


24N 


62 


.41 


65N 


Ai Jil TB A. 


At JiM 


0*7 CO 
J / • Da. 


65N 


25N42 


26CD1 


59 


.56 


65N 


25N42 

A. Jli 'm A> 


A> 


/ O . 1a. 


25N 


25N42 


26CD1 


50 


.78 


25N 


At JllH A, 


74M 
At tbIM 


^1 1 Q 


26CD1 


25N42 


24N 


57 


.77 


660 


25N43 

At Jli J 






660 


25N43 


66C 


15, 


. 63 


660 


25N43 




J J . / o 


660 


25N43 


65CA 


83 , 


.97 


660 


25N43 

At -JiHT* J 




DO . U J 


660 


25N43 


67CZ 


75, 


.44 


660 


At TB «J 




O / • 33 


660 


25N4-3 


67CE1 


68, 


, 04 


660 


2 5N43 


S7N 




66N 


25N43 


66C 


39, 


,54 


66N 


25N43 


66CA 




66N 


25N43 


65CA 


35. 


,70 


66N 


25N43 




1 5 £7 


66N 


25N43 


67CE2 


84. 


94 


66N 


25N43 


67N 


47 


66C 


25N43 


66CA 


21. 


89 


66C 


A. Jll t» J 


wJVtfl 


7^ 


66C 


25N43 


65C 


55. 


08 


66C 






77 £7 
/ At • O / 


66C 


25N43 


67CE2 


61 


03 


v \J \— 


At Jll V J 




Dj.Oj 


6 fir 


A. JIN *■ J 


fi7M 

o / w 


a 

o • 


£1 
OJ 


OOCA 




03CA 


54 . 94 


66CA 


25N43 


65C 


34. 


13 


66CA 


25N43 


67CZ 


83.41 


66CA 


25N43 


67CE2 


68. 


23 


66CA 


25N43 


67CE1 


85.39 


66CA 


25N43 


67N 


28. 


69 


65CA 


25N43 


65C 


21.08 


65CA 


25N43 


67N 


83. 


04 


65C 


25N43 


67CE2 


93.39 


65C 


25N43 


67N 


62. 


65 


67CZ 


25N43 


67CE2 


16.72 


67CZ 


25N43 


67CE1 


16. 


22 


67CZ 


25N43 


67N 


64.53 


67CE2 


25N43 


67CE1 


28. 


45 


67CE2 


25N43 


67N 


53.83 


67CE1 


25N43 


67N 


61. 


03 
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TABLE XV 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor 2-[N-(3- 
benzyloxybenzoyl) ] -2 ' - [N f - (N-benzyloxycarbonyl-L- 
leucinyl ) ] carbohydrazide . 



Auom l 


Auom z 


a com j 


nlly 1c 


A t~ ran 1 


AlOIu Z 


AuOIu o 


Angle 


184CD1 


25C1 


184CB 


39.64 


184CD1 


25C1 


184CG 


20.72 


184CD1 


25C1 


1840 


79.67 


184CD1 


25C1 


180D1 


92.08 


184CD1 


25C1 


184CA 


45.35 


184CD1 


25C1 


184C 


65.97 


184CD1 


25C1 


18CG 


95.35 


184CD1 


25C1 


200 


95.11 


184CD1 


25C1 


184NE1 


15.46 


184CD1 


25C1 


184CD2 


28.37 


184CB 


25C1 


184CG 


22.78 


184CB 


25C1 


1840 


43.71 


184CB 


25C1 


180D1 


91.44 


184CB 


25C1 


184CA 


22.80 


184CB 


25C1 


18ND2 


86.39 


184CB 


25C1 


184C 


35.31 


184CB 


25C1 


18CG 


84.04 


184CB 


25C1 


184NE1 


51.55 


184CB 


25C1 


184CD2 


34.26 


184CG 


25C1 


1840 


66.36 


184C6 


25C1 


184CA 


38.32 


184CG 


25C1 


184C 


56.18 


184CG 


25C1 


18CG 


98.73 


184CG 


25C1 


184NE1 


29.35 


184CG 


25C1 


184CD2 


15.76 


1840 


25C1 


180D1 


69.22 


1840 


2SC1 


184CA 


35.76 


1840 


25C1 


18ND2 


48.03 


1840 


25C1 


184C 


16.21 


1840 


25C1 


18CG 


54.71 


1840 


25C1 


184NE1 


93 .86 


1840 


25C1 


184CD2 


77.07 




25n 
jv> j> 






i fioni 

J. OvUl 




18ND2 


32 37 


180D1 


25C1 


184C 


63.21 


180D1 


25C1 


18CG 


16.11 


180D1 


2SC1 


200 


62.46 


184CA 


25C1 


18ND2 


67.26 


184CA 


25C1 


184C 


20.72 


184CA 


25C1 


18CG 


62.00 


184CA 


25C1 


184NE1 


60.54 


184CA 


25C1 


184CD2 


53.33 


18ND2 


25C1 


184C 


51.16 


18ND2 


25C1 


18CG 


17.75 


18ND2 


25C1 


200 


89.83 


184C 


25C1 


18CG 


51.58 


184C 


25C1 


184NE1 


80.98 


184C 


25C1 


184CD2 


69.47 


18C6 


25C1 


200 


77.96 


200 


25C1 


184NE1 


90.38 


184NE1 


25C1 


184CD2 


28.12 


180D1 


25C2 


184CA 


82.66 


180D1 


25C2 


200 


82.02 


18001 


25C2 


18C6 


17.46 


180D1 


25C2 


2 ON 


42.19 


180D1 


25C2 


18ND2 


35.11 


180D1 


25C2 


1840 


74.48 


180D1 


25C2 


19CG 


79.73 


180D1 


25C2 


184C 


70.99 


180D1 


25C2 


1830 


67 .05 
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180D1 


25C2 


2 OCA 


180D1 


25C2 


19N 


180D1 


25C2 


19C 


180D1 


25C2 


18CB 


184CD1 


25C2 


184CG 


184CD1 


25C2 


1840 


184CD1 


25C2 


184C 


184CD1 


25C2 


1830 


184CD1 


25C2 


184N 


184CD1 


25C2 


183C 


184CA 


25C2 


184CG 


184CA 


25C2 


184CB 


184CA 


25C2 


19CG 


184CA 


25C2 


184NE1 


184CA 


25C2 


19N 


184CA 


25C2 


184CD2 


184CA 


25C2 


18CB 


200 


25C2 


2 ON 


200 


25C2 


2 OCA 


200 


25C2 


19N 


200 


25C2 


19C 


18CG 


25C2 


18ND2 


18CG 


25C2 


1840 


18CG 


25C2 


184C 


18CG 


25C2 


2 OCA 


18CG 


25C2 


19N 


18CG 


25C2 


19C 


18CG 


25C2 


18CB 


184CG 


25C2 


1840 


184CG 


25C2 


184C 


184CG 


95P9 


i 83n 


184CG 


25C2 


184N 


184CG 


25C2 


183C 


2 ON 


25C2 


19CG 


2 ON 


25C2 


2 OCA 


2 ON 


25C2 


19N 


2 ON 


25C2 


19C 


2 ON 


25C2 


18CB 
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48.76 


180D1 


25C2 


41.49 


180D1 


25C2 


47.40 


180D1 


25C2 


20.67 


184CD1 


25C2 


20.47 


184CD1 


25C2 


80.18 


184CD1 


25C2 


69.76 


184CD1 


25C2 


53.74 


184CD1 


25C2 


44.38 


184CD1 


25C2 


46.49 


184CA 


25C2 


39.55 


184CA 


25C2 


22.96 


184CA 


25C2 


83.11 


184CA 


25C2 


65.57 


184CA 


25C2 


70.98 


184CA 


25C2 


51.91 


184CA 


25C2 


62.55 


200 


25C2 


45.78 


200 


25C2 


33.26 


200 


25C2 


80.94 


200 


25C2 


50.12 


18CG 


25C2 


19.96 


18CG 


25C2 


57.44 


18CG 


25C2 


56.05 


18CG 


25C2 


65.32 


18CG 


25C2 


51.19 


18CG 


25C2 


64.04 


18CG 


25C2 


11.35 


184CG 


25C2 


63 .20 


184CG 


25C2 


56.51 


184CG 


25C2 


60.77 


184CG 


25C2 


40.46 


184CG 


25C2 


49.79 


2 ON 


25C2 


52.54 


2 ON 


25C2 


19.39 


2 ON 


25C2 


38.18 


2 ON 


25C2 


11.58 


20N 


25C2 


59.41 


18ND2 


25C2 
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20C 


68 51 


184N 


80 79 


183C 


74 49 


184PA 


4Q £Q 


184CR 

X O^UD 


40 09 


19CG 


63 ^6 
OJ .3D 


184YJF1 


1 ^ QQ 


1 9M 


fi«^ **7 


X OyVwU^ 


9 3 91 


18CG 

X QV-.VJ 


70 Q7 


18ND2 


72 06 


1840 

X W T* W 


35 00 

J J • WW 


184C 


20 65 


1830 

X O J \J 


40 21 


184N 


13 04 

X .J • V *■ 


183C 

X \J V» 


28 28 


18CG 

X Ov>U 


9ft 98 


19CG 


69 54 




13 52 


2410H2 


94 87 


20N 


59 60 


184CB 


91 12 

31 . X^ 


19CG 


91 35 


1830 


66 .77 




84 82 


184N 


72 42 


183C 


70 48 


184CB 


22 17 


19pg 


82 47 


184NF1 


31 65 


19N 


95 . 86 


184CD2 


12.76 


18ND2 


76.27 


1830 


72.94 


20C 


34.03 


184N 


99.39 


183C 


85.38 


184CB 


87.16 
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18ND2 


25C2 


1840 


47.43 


18ND2 


25C2 


184C 


52.81 


18ND2 


25C2 


1830 


80.93 


18ND2 


25C2 


2 OCA 


77 11 


18ND2 


25C2 
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25P10 

A J W J w 


66N 


22 16 




95P10 
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65C 


25P10 


65PA 
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95P10 
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17 47 
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64P 
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25P30 
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660 
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65PA 
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25P10 


66PA 
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fi6M 


9 ^PIO 


04w 


£ Q CC 
OO. jj 


66N 

w WAX 


25pio 

A J WJ u 


65M 


51 04 


fi6M 
DOW 




OOw 


11 1 c 


DON 


z SC3Q 


660 


33 . 85 


650 


25C30 


65CA 


37 .88 


650 


25C30 


640 


60.09 


650 


25C30 


66CA 


42.53 


650 


25C30 


64C 


47.65 


650 


25C30 


65N 


37.00 


650 


25C30 


66C 


60.78 


650 


25C30 


660 


69.10 


65CA 


25C30 


640 


43.45 


65CA 


25C30 


66CA 


58.77 


65CA 


25C30 


64C 


32.33 


65CA 


25C30 


65N 


16.26 


65CA 


25C30 
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69.64 
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640 
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660 
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25C30 
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65N 


25C30 


660 


Ox . JJ 


66C 


25C30 


660 


15.25 


66N 


25031 


65C 


X 1 . J x 


66N 


25031 


67CZ 


97.91 


66N 


25031 


65CA 


11 Oft 

J X . V o 


66N 


25031 


640 


62.95 


66N 


25031 


66CA 


17 26 
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25031 


660 
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25031 


67CE1 
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7£ • OX 


66N 


25031 


67CE2 
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25031 


650 


26 R8 

X V . O O 


66N 


25031 


66C 


29.04 


65C 


25031 


65CA 


19 09 


65C 


25031 


640 


46.34 


65C 


25031 


66CA 


30 23 


65C 


25031 


660 


50.48 


65C 


25031 


67CE2 


97 89 


65C 


25031 


650 


13.61 


65C 


25031 


66C 


45 49 


670H 


25031 


67CZ 


17.55 


670H 


25031 


66CA 


98 18 


670H 


25031 


660 


90.84 


670H 


25031 


67CE1 


29 . 52 
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25031 


67CE2 


29.04 
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25031 


66C 


87 . 47 


67CZ 


25031 


66CA 


81.60 
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25031 


660 


73 49 
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25031 


67CE1 


16.52 
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25031 


67CE2 


16 35 


67CZ 


25031 


66C 


69.99 


65CA 


25031 


640 


34 51 


65CA 


25031 


66CA 


47.38 


65CA 


25031 


660 


60 33 


65CA 


25031 


650 


28.52 


65CA 


25031 
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59 .78 


640 


25031 


66CA 


76.15 


640 
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660 


94.57 


640 


25031 


650 


44.97 


640 
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66C 


91.77 


66CA 


25031 


660 


28.82 


66CA 


25031 


67CE1 


78.69 


66CA 


25031 


67CE2 


69.71 


66CA 


25031 


650 


33 .12 


66CA 


25031 


66C 


17.65 


660 


25031 


67CE1 


63 .44 


660 


25031 


67CE2 


68.73 


660 


25031 


650 


58.85 


660 


25031 


66C 


14.31 


67CE1 


25031 


67CE2 


28.45 


67CE1 


25031 


66C 


63 .77 


67CE2 


25031 


650 


93 08 


67CE2 


25Q31 
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D3U 
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660 


25C32 


66N 


36.46 


660 


25C32 


65CA 


64.42 
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65C 
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67CE1 


69.47 
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66C 


14.32 
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66CA 


29.45 
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670H 


92.97 
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18.10 
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25C32 
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85.85 


67CZ 


25C32 


66CA 


78.64 


67CZ 


25C32 


670H 


16.35 


66CA 


25C32 


670H 


92.05 


67CE1 


2S033 


67CZ 


18.11 


67CE1 


25033 


670H 


32.18 


67CE1 


25033 


660 


70.79 


67CE1 


25033 


67CD1 


16.55 


67CE1 


25033 


2530H2 


91.77 


67CZ 


25033 


670H 


17.82 


67CZ 


25033 


660 


76.31 


67C2 


25033 


67CD1 


30.29 


67CZ 


25033 


2530H2 


94.53 


670H 


25033 


660 


93.31 


670H 


25033 


67CD1 


47 .11 


670H 


25033 


2530H2 


82.17 


660 


25033 


67CD1 


55.11 


2530H2 


25033 


160O 


32.53 


660 


25C34 


66N 


39.24 


66O 


25C34 


65CA 


72.10 


660 


25C34 


65C 


54.84 


66O 


25C34 


25SG 


98.30 


660 


25C34 


66C 


10.30 


66N 


25C34 


65CA 


33.35 


66N 


25C34 


65C 


15.62 


66N 


25C34 


25SG 


96.34 


66N 


25C34 


66C 


31.01 


65CA 


25C34 


65C 


18.75 


65CA 


25C34 


25SG 


85.74 


65CA 


25C34 


66C 


64.35 


65C 


25C34 


25SG 


95.57 


65C 


25C34 


66C 


46.29 


25SG 


25C34 


1610 


60.31 


25SG 


25C34 


161C 


66.90 


1610 


25C34 


161C 


14.93 


660 


25C35 


66C 


7.49 


660 


25C35 


68CE 


57.46 


660 


25C35 


66N 


35.66 


660 


25C35 


163CB 


89.86 


660 


25C35 


66CA 


21.29 


66C 


25C35 


68CE 


64.25 


66C 


25C35 


66N 


32.33 


66C 


25C35 


163CB 


97.34 


66C 


25C35 


66CA 


16.42 


68CE 


25C35 


66N 


88.65 


68CE 


25C35 


163CB 


42.93 


68CE 


25C35 


163N 


71.03 


68CE 


25C35 


66CA 


78.09 


66N 


25C35 


66CA 


16.42 


163CB 


25C35 


163N 


28.84 


660 


25C36 


68CE 


48.64 


660 


25C36 


67CD1 


56.25 


660 


25C36 


67CE1 


67.39 


134CB 


25C36 


209CD2 


53.33 


134CB 


25C36 


68CE 


70.27 


134CB 


25C36 


160O 


87.04 


134CB 


25C36 


162N 


72.66 


134CB 


25C36 


160C 


74.39 


134CB 


25C36 


161C 


86.84 


134CB 


25C36 


161CA 


88.42 


134CB 


25C36 


161N 


74.11 


134CB 


25C36 


160CB 


54.87 


209CD2 


25C36 


68CE 


80.58 


209CD2 


25C36 


160O 


88.38 


209CD2 


25C36 


160C 


87.02 
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X U v VJ 


25P36 


162N 

X O xlN 


60 
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06 


160O 


95P16 
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1 A OA 

14 . 84 


i 6 on 


25P36 


1 61P 
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59 

vx 
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x jLj 0 


xolwA 
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1 60ft 


x vV»v 0 




35.85 


1 62N 


25P36 


1 60P 

X Owv 


49 
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1 62N 

X OxlM 


95P76 
x jLjO 


1 61 r» 

IDiL 
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1 69N 


25P36 

X Vl* V D 


161PA 


29 

XV 


60 


1 62N 


x vWv 0 


xoxiN 


v J • /5 
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95P16 
X JvJ D 


1 60PB 

X vJ ULD 


69 

O v 


36 


1 60P 
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x jLj D 
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45 . vU 


160P 


25P36 
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29 
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33 
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X O XV_ 


19 


.66 
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1 61N 

X O X1M 


1 1 


162N 


25P37 


162PA 


20 
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160P 


61 
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163PA 


79 59 

/ X . vx 
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1 63PB 


88 


.83 
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1 60PB 


86 
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X VVm v / 


1 34PA 


R6 1A 

OO - / H 


162N 


25P37 


1610 


27 


.40 


162N 

x v«n 


25C37 

X w V / 


160PA 


69 3ft 

O v • J O 


134CB 

XV V\>U 


25P37 


162P 


80.90 


134PB 

X V vVwO 


25C37 

XVWV f 


163N 


ft3 96 

Oj • vw 


134PB 


25P17 


1 69n 

X o^u 


64 


.46 


X V VuD 


25P37 

X VW V / 


1 61N 

X OX1M 


96 15 

J O • X V 


134PB 


25P37 


162PA 


99.27 


134PB 
x v vuo 


25P37 

X JV» V / 


160P 
X o 


92 07 

j X • u « 


134PB 


25P37 


1 61PA 


69 


.42 


134PB 


95P37 


XO v)VpD 


75 61 

/ V . Ott 


134CB 

X V w>o 


25P37 


1 6 OPT* 


64 


.54 


134PB 

X V TB V»0 
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X JVJ / 


134PA 

X V VWi 


17 37 

X r • v / 


134CB 
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160PA 

X UVVA 


74 


.76 


134CB 
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134CB 
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77 
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25C37 
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33 
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.14 


162C 


25C37 


68CE 


93.53 


163N 


25C37 


1620 


33 


.61 


163N 


25C37 


161C 


70.64 


163N 


25C37 


161N 


97 
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21. 87 
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54 
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161C 


25C37 


163CA 
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89 . 14 
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25C37 


1600 


59 


.67 
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160CB 


85 .75 
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1610 


13.22 
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67 . 48 
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134CA 


55 
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97 
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29 
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134CA 


25C37 


160CA 


77 


.94 


134CA 


25C37 


68CE 


77.56 


134CA 


25C37 


209CD2 


71 


.01 


1610 


25C37 


16 OCA 


79.66 


160CA 


25C37 


209CD2 


76 
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25C38 
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209CG 
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660 
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58.77 
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26CB 


87 .77 


65CA 


25C39 


A r* mm 

26CG 


A A 14 

70 . 14 


65CA 


25C39 


66C 


70 .43 


65CA 


A C ^1 A A 

25C39 


65N 


i a e a 

10 . 50 


/f P M« 

65CA 


A r* m^ a 

25C39 


26N 


97 .84 


65CA 


25C39 


- 66CA 


51 . 95 


t?M» 

65CA 


25C39 


230 


44.24 


a p am 
25S6 


25C39 


26CD1 


80 . 82 


25SG 


25C39 


26CB 


77.99 


A r r^M 

25SG 


A t~ M A 

25C39 


A ^ MM 

26CG 


82.69 


25SG 


25C39 


26N 


48.23 


25SG 


25C39 


A A m. 

230 


M M A A 

74 . 80 


25SG 


25C39 


1610 


65.02 


66N 


A Pm: A A 

25C39 


660 


42 . 13 


66N 


25C39 


26CD1 


49.89 


66N 


A C A A 

25C39 


65C 


18.53 


66N 


A r* M A A 

25C39 


A j~ j » ■ i 

26CB 


61.31 


66N 


25C39 


A ^ MM 

26CG 


50 . 14 


66N 


A C MA A 

25C39 


c e m 

66C 


30 . 88 


6 ON 


A f M •> A 

25C39 


65N 


A A A 4 

49 . 74 


66N 


25C39 


26N 


85 . 92 


c cat 
66N 


A C A A 

25C39 


66CA 


1 A A A 

12 .40 


66N 


A C yA A A 

25C39 


A A M 

230 


70 . 96 


660 


25C39 


A C Mf^^ 

26CD1 


^ A A A 

64 .20 


c c/% 
660 


A A 

25C39 


^ C M 

65C 


60 . 58 


C CA 

660 


a e/ii a 

25C39 


26CB 


46 . 66 


660 


25C39 


A /"MM 

26CG 


51.76 


660 


25C39 


66C 


11 .26 


660 


25C39 


65N 


91 . 86 


660 


2SC39 


26N 


76 .72 


660 


25C39 


66CA 


29.74 


26CD1 


25C39 


65C 


52 .77 


26CD1 


25C39 


26CB 


33 .76 


26CD1 


25C39 


26CG 


16.02 


26CD1 


25C39 


66C 


59.08 


26CD1 


25C39 


65N 


61.27 


26CD1 


25C39 


26N 


40.34 


26CD1 


25C39 


66CA 


52.43 


26CD1 


25C39 


230 


46.03 


65C 


25C39 


26CB 


74.04 


65C 


25C39 


26CG 


59.01 


65C 


25C39 


66C 


49.32 


65C 


25C39 


65N 


31.45 


65C 


25C39 


26N 


92.79 


65C 


25C39 


66CA 


30.85 


65C 


25C39 


230 


58.16 


26CB 


25C39 


26CG 


18.51 


26CB 


25C39 


66C 


48.81 


26CB 


25C39 


65N 


92.88 



Uo 



WO 97/16177 



PCT/US96/17512 



TABLE XVI 



26CB 


25C39 


26N 


30.42 


26CB 


25C39 


66CA 


55.33 


26CB 


25C39 


230 


78.36 


26CG 


25C39 


66C 


49.18 


26CG 


25C39 


65N 


74.55 


26CG 


25C39 


26N 


35.79 


26CG 


25C39 


66CA 


48.23 


26CG 


25C39 


230 


61.96 


66C 


25C39 


65N 


80.62 


66C 


25C39 


26N 


79.15 


66C 


25C39 


66CA 


18.48 


66C 


25C39 


230 


96.37 


65N 


25C39 


26N 


97.76 


65N 


25C39 


66CA 


62.14 


65N 


25C39 


230 


37.19 


26N 


25C39 


66CA 


83.19 


26N 


25C39 


230 


67.94 


66CA 


25C39 


230 


81.21 


66N 


25O40 


660 


55.03 


66N 


25O40 


26CD1 


68.97 


66N 


25O40 


65CA 


46.68 


66N 


25O40 


26CB 


85.08 


66N 


25O40 


26CG 


70.07 


66N 


25O40 


65C 


21.06 


66N 


25O40 


66C 


40.07 


66N 


25O40 


66CA 


17.56 


66N 


25O40 


26NE1 


58.94 


66N 


25O40 


65N 


53.77 


66N 


25040 


230 


82.65 


66N 


25O40 


26CD2 


60.09 


66N 


25O40 


650 


19.20 


66N 


25O40 


26CE2 


54.44 


660 


25O40 


26CD1 


89.64 


660 


25O40 


26CB 


63.20 


660 


2SO40 


26CG 


71.47 


660 


25O40 


65C 


75.92 


660 


25O40 


66C 


15.74 


660 


25O40 


66CA 


38.45 


660 


25O40 


26N 


99.32 


660 


25O40 


26NE1 


91.06 


660 


25O40 


26CA 


79.34 


660 


25O40 


26CD2 


68.55 


660 


25O40 


650 


74.21 


660 


25O40 


68CE 


47.85 


660 


25O40 


26CE2 


78.85 


26CD1 


25O40 


65CA 


74.34 


26CD1 


25O40 


26CB 


46.12 


26CD1 


25O40 


26CG 


22.72 


26CD1 


25040 


65C 


67.94 


26CD1 


25O40 


66C 


79.23 


26CD1 


25O40 


66CA 


69.49 


26CD1 


25O40 


25SG 


92.07 


26CD1 


25O40 


26N 


50.30 


26CD1 


25O40 


26NE1 


14.37 


26CD1 


25O40 


26CA 


50.84 


26CD1 


25O40 


65N 


70.61 


26CD1 


25O40 


230 


51.41 


26CD1 


25O40 


26CD2 


21.35 


26CD1 


25O40 


650 


66.27 


26CD1 


25O40 


68CE 


92.41 


26CD1 


25O40 


26CE2 


14.76 


26CD1 


25O40 


25N 


52.65 


65CA 


25040 


26CG 


91.43 


65CA 


25O40 


65C 


25.75 


65CA 


25O40 


66C 


86.58 


65CA 


25O40 


66CA 


64.21 


65CA 


25O40 


26NE1 


60.05 


65CA 


25O40 


65N 


8.97 


65CA 


25040 


230 


48.18 


65CA 


25O40 


26CD2 


82.47 


65CA 


25O40 


650 


27.92 


65CA 


25O40 


26CE2 


67.12 


65CA 


25O40 


25N 


97.61 


26CB 


2504 0 


26CG 


24.84 


26CB 


25O40 


65C 


97.95 


26CB 


25O40 


66C 


63.62 



WO 97/16177 



PCT/US96/17512 



TABLE XVI 



26CB 


25O40 


66CA 


72.60 


26CB 


4* W W^B W 


4 JOVj 


flQ *7Q 


26CB 


2504 0 


26N 


37 46 

W # • T» W 


26CB 

WWw 


25O40 

^ W WTB U 


2fiMP1 


JO • 0<b 


26CB 


25O40 


26CA 


19 07 

X W • W 1 


26CB 

*» WW w 


250*40 

^ JUV w 


2in 


y w . 4b w 


26CB 


25O40 


26CD2 




26PB 

A WWW 






7w . 4y 


26CB 


25O40 

4+ W W t1 W 


68CE 

W WW lid 


46 43 

"» w • *m W 


26PB 

<£ www 


2 Rodn 


2 cr'iro 

Z OwwZ 




26CB 


25O40 


25N 


67 .75 


26CG 

4Zt WWW 


250.10 


O Ww 


•7*7 A 1 


26CG 

*• WWW 


25O40 


66C 

www 


64 .77 


26pg 

4* WWW 


2*5040 

a wVJ% u 


oou\ 


OJ - 


26PG 

4b w V— w 


25O40 


25SG 


97 02 

w / • w^G 


26PG 

^ www 


<6 W VJfi u 






26CG 

*» www 


25O40 


26NE1 


33 94 

w w » w hi 


2 SPG 

£* www 


25O40 

» WW w 


Z OLA 


J w • o4 


26GG 


25O40 


65N 


89 76 

o w • # w 


26PG 

A www 


250dG 

Ct W w*B W 




/ % . Uw 


26GG 


25O40 


26CD2 


10 27 


26PG 

www 


25O40 


www 1 


/ j . ± 0 


26CG 


25O40 


68CE 

W W W W 


70 18 

' W • A. w 


26PG 

«b w Ww 


25O40 




<b 4 • W O 


26CG 




25N 


62 89 

w<b • ww 


6sr 

W WW 


« WWW 


D ww 


fil 12 


65C 

www 


25O40 

*• w wis w 


66CA 

W W 


38 51 


65P 

www 


*u ww*« U 




«\A ^2 
w4 • OZ 


65C 


25O40 


65N 


32 73 

W 4M • ' W 


65P 

WWW 


25O40 


230 

4b WW 


fi^ on 

WW . WW 


65C 


25O40 


26CD2 


67 .24 


65C 

W WW 


25O40 

4b Ww^B W 


O WW 


2 52 

4b • W4b 


65C 


25O40 


26CE2 

*» W W W 4U 


55 73 

WW. f w 


6 fin 

W WW 


a W \J'm \J 


O OLA 


22 

*£aC . W W 


66C 


25O40 


26NE1 


78 03 

* w • w w 


66C 

W WW 


25O40 

4m WW W 




81 98 

Ol. JO 


66C 


25O40 


65N 


93 83 

w w • w w 


66C 

W WW 


25O40 

4U W W Tl W 


26PD2 

4b WWW4b 


59 43 

WW . TBW 


66C 


25O40 

W WT* w 


650 

W WW 


59 25 

WW . *» w 


66C 

WWW 


25O40 

A W WT* W 


O Oww 




66C 


25O40 


26CE2 


66. 69 


66CA 

w www 


25040 

A* W wTi w 


2 6ME1 


63 40 

W W • TB W 


66CA 


25O40 


26CA 


91 57 

W A • w < 


66CA 


25O40 


65N 


71 07 


66CA 


25O40 

W VI w 


230 

4b W w 


96 11 


66CA 

o ww/\ 


25O40 

» W WTi W 


2 6PD2 

4b 


54 65 


66CA 


25O40 


650 


36 . 50 


66CA 

w w w>r\ 


25O40 

w W WTB W 


w wWw 


82 71 

W 4b . # X 


66CA 


25O40 


26CE2 


54. 95 


25SG 

*• www 


25O40 

A W wH W 


26N 

«4 Ull 


53 76 

w w • i w 


25SG 


25O40 


26CA 


70 74 


25SG 

**• Www 


25O40 

A W WTB W 


230 

4b Ww 


76 38 


25SG 


25O40 


68CE 


91. 56 


255G 

*• Www 


25O40 

W W W 


25N 


39 87 

W w • w / 


26N 


25O40 




64 06 

W T» « w w 


26N 


25O40 


26PA 

4b WWA 


19 99 

X w • w w 


26N 


25O40 

4» W W W 


230 

W W 


77 54 

/ / . Wt* 


26N 


« WW 4 * w 


26PD2 

4U WW4W4b 


54 76 


26N 


25O40 


68CE 

W W W to 


65 32 


26N 


25O40 

« WW* W 


26CE2 


62 82 


a ON 




Z wN 


jj . /4 


zoNEl 


25040 


O CPU 


OJ . 10 


26NE1 


25O40 


65N 


56.73 


26NE1 


25040 


230 


44.12 


26NE1 


25O40 


26CD2 


28.39 


26NE1 


25O40 


650 


53.18 


26NE1 


25O40 


26CE2 


12.89 


26NE1 


25O40 


25N 


60.41 


26CA 


25O40 


230 


91.40 


26CA 


25O40 


26CD2 


45.97 


26CA 


25O40 


68CE 


49.24 


26CA 


25O40 


26CE2 


59.06 


26CA 


25O40 


25N 


53.14 


65N 


2504*; 


230 


39.46 


65N 


25O40 


26CD2 


81.69 


65N 


2504. 


650 


34.59 



WO 97/16177 



PCT/US96/17512 



TABLE XVI 



65N 


25O40 


26CE2 


65.52 


65N 


25O40 


25N 


89.01 


230 


25O40 


26CD2 


71.57 


230 


25O40 


650 


65.65 


230 


25O40 


26CE2 


57.01 


230 


25O40 


25N 


49.58 


26CD2 


25040 


650 


64.96 


26CD2 


25O40 


68CE 


75.92 


26CD2 


25O40 


26CE2 


16.58 


26CD2 


25O40 


25N 


69.33 


650 


25040 


26CE2 


53.78 


68CE 


25O40 


26CE2 


92.46 


68CE 


25040 


25N 


97.92 


26CE2 


25O40 


25N 


67.27 


25SG 


25N41 


1610 


80.59 


25SG 


25N41 


230 


90.56 


25SG 


25N41 


26CD1 


82.77 


25SG 


25N41 


25CB 


9.91 


25SG 


25N41 


23C 


79.09 


25SG 


25N41 


25N 


40.23 


25SG 


25N41 


161C 


80.64 


25SG 


25N41 


26N 


46.58 


25SG 


25N41 


162CA 


52.67 


25SG 


25N41 


163N 


39.29 


65CA 


25N41 


230 


48.79 


65CA 


25N41 


26CD1 


53.27 


65CA 


25N41 


66N 


31.72 


65CA 


25N41 


23C 


63.36 


65CA 


25N41 


65N 


14.93 


65CA 


25N41 


65C 


15.53 


65CA 


25N41 


25N 


93.22 


65CA 


25N41 


26N 


91.88 


1610 


25N41 


25CB 


89.53 


1610 


25N41 


161C 


13.63 


1610 


25N41 


162CA 


33.89 


1610 


25N41 


163N 


62.20 


230 


25N41 


26CD1 


48.03 


230 


25N41 


66N 


68.57 


230 


25N41 


25CB 


80.86 


230 


25N41 


23C 


14.88 


230 


25N41 


65N 


39.21 


230 


25N41 


65C 


57.67 


230 


25N41 


25N 


51.81 


230 


25N41 


26N 


71.06 


26CD1 


25N41 


66N 


42.24 


26CD1 


25N41 


25CB 


74.76 


26CD1 


25N41 


23C 


56.38 


26CD1 


25N41 


65N 


58.93 


26CD1 


25N41 


65C 


46.09 


26CD1 


25N41 


25N 


50.77 


26CD1 


25N41 


26N 


38.61 


26CD1 


25N41 


163N 


98.70 


66N 


25N41 


23C 


82.86 


66N 


25N41 


65N 


46.23 


66N 


25N41 


65C 


16.19 


66N 


25N41 


25N 


92.91 


66N 


25N41 


26N 


75.02 


25CB 


25N41 


23C 


69.90 


25CB 


25N41 


25N 


30.33 


25CB 


25N41 


161C 


90.33 


25CB 


25N41 


26N 


40.90 


25CB 


25N41 


162CA 


62.56 


25CB 


2SN41 


163N 


48.01 


23C 


25N41 


65N 


52.61 


23C 


25N41 


65C 


72.52 


23C 


25N41 


25N 


43.58 


23C 


25N41 


26N 


69.77 


65N 


25N41 


65C 


30.16 


65N 


25N41 


25N 


89.00 


65N 


25N41 


26N 


96.17 


65C 


25N41 


25N 


93.25 


65C 


25N41 


26N 


83.49 


25N 


25N41 


26N 


33.34 


25N 


25N41 


162CA 


92.88 


25N 


25N41 


163N 


75.53 


16 1C 


25N41 


162CA 


28.77 



WO 97/16177 



PCT/US96/17512 



TABLE XVI 



161C 


25N41 


163N 


54.46 


26N 


2 5N41 

At <JVt m JL 


162CA 

•A. w At v.n 


aq nn 
027 . uu 


26N 


25N41 


163N 


62.08 


162CA 


2 5N41 

At Jll T» X 


163N 


0 Q CI 


25SG 


25C42 


25N 


61.47 


25SG 


25C42 

Ai J VtI a 


25CR 

At J^D 


o 7 no 


25SG 


25C42 


24N 


99.07 


25SG 


25C42 


26N 

aV wlN 


DO . jO 


25SG 


25C42 


25CA 


42 .76 


25SG 


25C42 

At -J V»V£i 


24P 


7C 0C 

/o.zo 


25SG 


25C42 


24CA 


95 .01 


25SG 


25C42 

A» w V« tb At 


2 5P 

A* JV, 


AC QC 


25SG 


25C42 


26CG 


94.70 


25SG 

*• W WW 


25P42 

At JWY« 




an c^ 


230 


25C42 


23C 


20.90 


230 


At ww. 


At Jll 


70 on 


230 


25C42 


26CD1 


61.41 


230 

A> .J W 


25P49 


65PA 


«;o co 


230 


25C42 


23CA 


37 .29 


230 

At <J w 


25P42 


Ai tbXV 


J4 . 0 / 


230 


25C42 


26N 


92 . 67 


230 

At w w 


25P42 

At wwU A. 


25fA 

At JVtA 


QO 4. 1 


230 


25C42 


24C 


59.75 


230 


25C42 


At V WA 


19 71 


230 


25C42 


65N 


43 .51 


230 

A> w w 


25C42 


26NE1 

At UMCiJi 


*■ O • Ai *« 


230 


2SC42 


25C 


96.61 


230 


25C42 


A> W WVJ 


71 49 

/ W • W 


230 


25C42 


66N 


75.31 


230 


25C42 


65C 

WWW 


62 99 

W At • J J 


230 


25C42 


26CB 


90.54 


23C 


25C42 


25N 


60 95 

WW . 3 w 


23C 


25C42 


26CD1 


74.34 


23C 


25C42 


65CA 

w w wn 


77 95 


23C 


25C42 


25CB 


94 .36 


23C 

At w W 


25C42 


23CA 

At w W\ 


22 31 

At A* . W X 


23C 


25C42 


24N 


19 . 02 


23C 

Ai w w 


25C42 

A WVfV At 


26N 

At 


92 21 

W At a At X 


23C 


25C42 


25CA 


80.52 


23C 


25P42 

At W W T* At 


24C 

At TB V. 


52 1ft 

W At • J O 


23C 


25C42 


24CA 


33 . 67 


23C 

A W W 


25C42 


65N 


62 45 

W At ■ TB W 


23C 


25C42 


26NE1 


61. 04 


23C 


25C42 


25C 

At WW 


90 42 


23C 


25C42 


26CG 


85.04 


23C 


25C42 


66N 


95 80 

■✓'-'■WW 


23C 


25C42 


65C 


83 . 89 


25N 


25C42 


26CD1 


66 35 

w w • w w 


25N 


25C42 


25CB 


38.84 


25N 


25C42 


23CA 


73 .38 


25N 


25C42 


24N 


41 . 94 


25N 


25C42 


26N 

At Wil 


41 41 


25N 


25C42 


25CA 


19.88 


25N 


25C42 


24C 


16 . 17 


25N 


25C42 


24CA 


33 .54 


25N 


25C42 


26NE1 


68.49 


25N 


25C42 


25C 


31.76 


25N 


25C42 

At ^V«l A* 


26CG 

Ai WWW 


65 .77 


25N 


25C42 


26CB 


67.36 


26CD1 

At WWWJ. 


25C42 

At JVH At 


65CA 


59 61 


a> Owls J. 




o ^rn 


no 






a; JVrA 




26CD1 


25C42 


24N 


69.60 


26CD1 


25C42 


26N 


46.05 


26CD1 


25C42 


25CA 


73.18 


26CD1 


25C42 


24C 


52.84 


26CD1 


25C42 


24CA 


52.35 


26CD1 


25C42 


65N 


66.14 


26CD1 


25C42 


26NE1 


15.58 


26CD1 


25C42 


25C 


60.30 


26CD1 


25C42 


26CG 


12.37 


26CD1 


25C42 


66N 


42.73 


26CD1 


25C42 


65C 


47.92 


26CD1 


25C42 


26CB 


29.69 


65CA 


25C42 


23CA 


85.42 


65CA 


25C42 


24N 


91.42 



IVf 



WO 97/16177 



PCT/US96/17512 



TABLE XVI 



65CA 


25C42 


24CA 


88.16 


65CA 


25C42 


65N 


17.82 


65CA 


25C42 


26NE1 


51.70 


65CA 


25C42 


26CG 


67.28 


6SCA 


25C42 


66N 


29.94 


65CA 


25C42 


65C 


14.64 


65CA 


25C42 


26CB 


78.77 


25CB 


25C42 


23CA 


97.37 


25CB 


25C42 


24N 


76.40 


25CB 


25C42 


26N 


48.95 


25CB 


25C42 


25CA 


21.77 


25CB 


25C42 


24C 


54.30 


25CB 


25C42 


24CA 


72.26 


25CB 


25C42 


25C 


33.23 


25CB 


25C42 


26CG 


86.02 


25CB 


25C42 


26CB 


76.81 


23CA 


25C42 


24N 


35.27 


23CA 


25C42 


25CA 


90.57 


23CA 


25C42 


24C 


69.58 


23CA 


25C42 


24CA 


53.60 


23CA 


25C42 


65N 


67 .73 


23CA 


25C42 


26NE1 


82.24 


23CA 


25C42 


65C 


95.61 


24N 


25C42 


26N 


75.74 


24N 


25C42 


25CA 


61.52 


24N 


25C42 


24C 


34.63 


24N 


25C42 


24CA 


19.12 


24N 


25C42 


65N 


78.18 


24N 


25C42 


26NE1 


60.00 


24N 


25C42 


25C 


71.96 


24N 


25C42 


26CG 


77 .77 


24N 


25C42 


65C 


93 .70 


24N 


25C42 


26CB 


89.98 


26N 


25C42 


25CA 


34.07 


26N 


25C42 


24C 


41.33 


26N 


25C42 


24CA 


58.54 


26N 


25C42 


26NE1 


58.48 


26N 


25C42 


25C 


16.06 


26N 


25C42 


26CG 


37.28 


26N 


25C42 


66N 


80.08 


26N 


25C42 


65C 


91.09 


26N 


25C42 


26CB 


29.32 


25CA 


25C42 


24C 


33 .53 


25CA 


25C42 


24CA 


52.86 


25CA 


25C42 


26NE1 


80.09 


25CA 


25C42 


25C 


18.89 


25CA 


25C42 


26CG 


68.25 


25CA 


25C42 


26CB 


63.36 


24C 


25C42 


24CA 


20.14 


24C 


25C42 


65N 


97.32 


24C 


25C42 


26NE1 


52.89 


24C 


25C42 


25C 


38.23 


24C 


25C42 


26CG 


54.87 


24C 


25C42 


66N 


95.24 


24C 


25C42 


65C 


96.26 


24C 


25C42 


26CB 


60.96 


24CA 


25C42 


65N 


79.58 


24CA 


25C42 


26NE1 


45.69 


24CA 


25C42 


25C 


58.08 


24CA 


25C42 


26CG 


59.27 


24CA 


25C42 


66N 


89.86 


24CA 


25C42 


65C 


85.80 


24CA 


25C42 


26CB 


70.86 


65N 


25C42 


26NE1 


54.04 


65N 


25C42 


26CG 


76.36 


65N 


25C42 


66N 


46.51 


65N 


25C42 


65C 


30.57 


65N 


25C42 


26CB 


90.76 


26NE1 


25C42 


25C 


70.82 


26NE1 


25C42 


26CG 


27.95 


26NE1 


25C42 


66N 


44.28 


26NE1 


25C42 


65C 


43.42 


26NE1 


25C42 


26CB 


45.27 


25C 


25C42 


26CG 


52.79 


25C 


25C42 


66N 


96.14 


25C 


25C42 


26CB 


45.17 



WO 97/16177 



PCT/US96/17512 



TABLE XVI 



*5 err 




DOW 


A A 
44 


QQ 
• OO 


Z OUVj 


25C42 


65C 


53 .98 


Z DV^Vj 


Z 0U4Z 


Z OCD 


1 l 




CAM 
OON 


25C42 


65C 


15.94 


OOW 


9 CP>1 *5 


ZoLn 


CI 

31 


CI 
.31 


ODC 


25C42 


26CB 


64.35 


OON 


9 CXT/l *3 

Z5N4 3 


£ CPA 


1 O 

39 


. zU 


DON 


25N43 


660 


42.83 


CAM 
DOW 


z 3N4 J 


ODC 


1 o 


. OO 


OON 


25N43 


66C 


33 .44 


OON 




DOUi 


1 £ 
iO 


C9 
• DZ 


£ £XT 
OON 


25N43 


640 


67 .91 


DON 


ZON4 J 


ODU 


24 


.48 


ooN 


25N43 


65N 


47.82 


ooCA 




OOU 


79 


.74 


65CA 


25N43 


65C 


22 .72 


£ cr«x 




OOU 


72 


.52 


c Cox 
65CA 


25N43 


66CA 


54.97 


cert* 
0 3LA 


Z3N4 J 


04U 


35 


.80 


65CA 


25N43 


650 


27 .77 


ODCA 




C CXT 


9 


.59 


660 


25N43 


65C 


62 .50 


OOU 


z jN4 j 


OOC 


14 


.75 


660 


25N43 


66CA 


32 .80 


OOU 


25N4 J 


odO 


66 


.04 


660 


25N43 


65N 


89.14 


esc 


25N43 


66C 


52.38 


65C 


25N43 


66CA 


33.37 


65C 


25N43 


640 


48 


.27 


65C 


25N43 


650 


9.39 


65C 


25N43 


65N 


29 


.76 


66C 


25N43 


66CA 


19.82 


66C 


25N43 


640 


99 


.32 


66C 


25N43 


650 


54.13 


66C 


25N43 


65N 


81 


.27 


66CA 


25N43 


640 


79.51 


66CA 


25N43 


650 


34 


.33 


66CA 


25N43 


65N 


62.98 


640 


25N43 


650 


45 


.20 


640 


25N43 


65N 


26.86 


650 


25N43 


65N 


32 


.42 











WO 97/16177 



PCT/US96/I7512 



TABLE XVn 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor 4-(N-[(4- 
pyridylmethoxy) carbonyl] -L-leucyl] -1- [N- 
t (phenylmethoxy) carbonyl] -L-leucyl] -3 -pyrrol idinone. 



Atom 1 


Atom 2 


Atom 3 


Angle 


Atom 1 


Atom 2 


Atom 3 


Angle 


67CE2 


25C1 


67CD2 


21.66 


67CE2 


25C1 


60ND2 


88 


.40 


67CE2 


25C1 


67CZ 


15.07 


67CE2 


25C1 


2310H2 


72 


.49 


67CE2 


25C1 


670H 


28.98 


67CE2 


25C1 


66CA 


80 


.69 


67CE2 


25C1 


67CG 


26.79 


67CE2 


25C1 


70ND2 


78 


.17 


67CD2 


25C1 


60ND2 


67.38 


67CD2 


25C1 


67CZ 


33 


.45 


67CD2 


25C1 


2310H2 


62.87 


67CD2 


25C1 


670H 


49 


.60 


67CD2 


25C1 


66CA 


68.97 


67CD2 


25C1 


67CG 


10 


.46 


67CD2 


25C1 


70ND2 


58.29 


60ND2 


25C1 


67CZ 


95 


.36 


60ND2 


25C1 


590 


49.64 


60ND2 


25C1 


2310H2 


73 


.76 


60ND2 


25C1 


66CA 


42.03 


60ND2 


25C1 


650 


60 


.94 


60ND2 


25C1 


67CG 


61.96 


60ND2 


25C1 


70ND2 


36 


.62 


67CZ 


25C1 


2310H2 


87.30 


67CZ 


25C1 


670H 


16 


.70 


67CZ 


25C1 


66CA 


77.40 


67CZ 


25C1 


67CG 


34 


.47 


67CZ 


25C1 


70ND2 


91.66 


590 


25C1 


2310H2 


59 


.15 


590 


25C1 


66CA 


86.93 


590 


25C1 


650 


85 


.11 


590 


25C1 


70ND2 


43.49 


2310H2 


25C1 


670H 


3D 


• Uj 


2310H2 


25C1 


67CG 


71.00 


2310H2 


25C1 


70ND2 


37 


.14 


670H 


25C1 


66CA 


87.65 


670H 


25C1 


67CG 


51 


.17 


66CA 


25C1 


650 


33.94 


66CA 


25C1 


67CG 


58 


.73 


66CA 


25C1 


70ND2 


75.50 


650 


25C1 


67CG 


92 


.09 


650 


25C1 


70ND2 


97.34 


67CG 


25C1 


70ND2 


60 


.11 


67CE2 


25C2 


67CZ 


20.70 


67CE2 


25C2 


67CD2 


20 


.73 


67CE2 


25C2 


670H 


36.29 


67CE2 


25C2 


66CA 


91. 


.85 


67CE2 


25C2 


67CE1 


28.15 


67CE2 


25C2 


60ND2 


82, 


.91 


67CE2 


25C2 


66C 


74.08 


67CE2 


25C2 


67CG 


28, 


.19 


67CE2 


25C2 


67N 


63.54 


67CZ 


25C2 


67CD2 


36, 


.53 


67CZ 


25C2 


670H 


19.80 


67CZ 


25C2 


66CA 


91, 


.39 


67CZ 


25C2 


66N 


97.52 


67CZ 


25C2 


67CE1 


14, 


.08 


67CZ 


25C2 


60ND2 


96.48 


67CZ 


25C2 


66C 


73, 


.78 


67CZ 


25C2 


67CG 


36.08 


67CZ 


25C2 


67N 


68. 


.45 



few 



WO 97/16177 



PCT/US96/17512 



TABLE XVD 



67CD2 


25C2 


670H 


55 


.27 


67CD2 


25C2 


66CA 


75 10 


67CD2 


25C2 


66N 


89 


.93 


67CD2 


25C2 


67CE1 




67CD2 


25C2 


60ND2 


62. 


.30 


67CD2 


25C2 


66C 


Sfi 50 

JO • Jv 


67CD2 


25C2 


67CG 


13. 


.99 


67CD2 


25C2 


67N 


A5 AO 


670H 


25C2 


67CE1 


30. 


.01 


670H 


25C2 


66C 




670H 


25C2 


67CG 


55. 


88 


670H 


25C2 


67N 


P7 1 ^ 


66CA 


25C2 


650 


39. 


05 


66CA 


25C2 


66N 




66CA 


25C2 


65C 


31. 


60 


66CA 


25C2 


67CE1 


77 fl5 


66CA 


25C2 


60ND2 


42. 


40 


66CA 


25C2 


66C 


17 QQ 


66CA 


25C2 


67CG 


63. 


85 


66CA 


25C2 


67N 


ftQ 


650 


25C2 


66N 


29. 


44 


650 


25C2 


65C 


15 02 


650 


25C2 


60ND2 


62. 


06 


650 


25C2 


66C 


56 82 


650 


25C2 


67N 


68. 


16 


66N 


25C2 


65C 


16 . 65 


66N 


2SC2 


67CE1 


83. 


45 


66N 


25C2 


60ND2 


59 .05 


66N 


25C2 


66C 


31. 


58 


66N 


25C2 


67CG 


77.19 


66N 


25C2 


67N 


46. 


44 


65C 


25C2 


67CE1 


99,01 


65C 


25C2 


60ND2 


65. 


42 


65C 


25C2 


66C 


47 .55 


65C 


25C2 


67CG 


93. 


66 


65C 


25C2 


67N 


61.39 


67CE1 


25C2 


60ND2 


88. 


93 


67CE1 


25C2 


66C 


60.58 


67CE1 


25C2 


67CG 


29. 


84 


67CE1 


25C2 


67N 


57.26 


60ND2 


25C2 


66C 


44. 


34 


60ND2 


25C2 


67CG 


60.48 


60ND2 


25C2 


67N 


35. 


75 


66C 


25C2 


67CG 


46.38 


66C 


25C2 


67N 


15. 


93 


67CG 


25C2 


67N 


35.42 


650 


25C3 


65C 


17. 


88 


650 


25C3 


66CA 


41.69 


650 


25C3 


66N 


32. 


43 


650 


25C3 


61CB 


43 .31 


650 


25C3 


65CA 


28. 


80 


650 


25C3 


61CG 


61.48 


650 


25C3 


610D1 


68. 


40 


65C 


25C3 


66CA 


35.13 


65C 


25C3 


66N 


18.49 


65C 


25C3 


61CB 


59.01 


65C 


25C3 


65CA 


16. 


90 


65C 


25C3 


6 ICG 


77 .19 


65C 


25C3 


610D1 


85. 


63 


66CA 


25C3 


66N 


20.18 








75. 


24 










66CA 


25C3 


65CA 


50. 


05 


66CA 


25C3 


6 ICG 


99.19 


66CA 


25C3 


67CZ 


76. 


99 


66CA 


25C3 


670H 


90.94 


66N 


25C3 


67CE2 


90. 


18 


66N 


25C3 


61CB 


75.69 


66N 


25C3 


65CA 


30. 


59 


66N 


25C3 


6 ICG 


93.89 


66N 


25C3 


67CZ 


87. 


56 


66N 


25C3 


670H 


98.55 


67CE2 


25C3 


67CZ 


16. 


06 


67CE2 


25C3 


670H 


28.37 


61CB 


25C3 


65CA 


59. 


68 


61CB 


25C3 


61CG 


18.24 



WO 97/16177 



PCI7US96/17512 



TABLE XVD 



61CB 


25C3 


610D1 


28.38 


65CA 


25C3 


6 ICG 


76.44 


65CA 


25C3 


610D1 


88.03 


6 ICG 


25C3 


610D1 


14 65 


67C2 


25C3 


670H 


15.78 


650 


25C4 


6 ICG 


81 72 


650 


25C4 


61CB 


56.74 


650 


25C4 


610D1 


92.04 


650 


25C4 


610D2 


90.06 


650 


25C4 


65C 


13 . 06 


650 


25C4 


61N 


47.80 


650 


25C4 


61CA 


52 . 82 


650 


25C4 


66CA 


34.06 


650 


25C4 


66N 


23 80 


650 


25C4 


60C 


59.87 


650 


25C4 


65CA 


23 94 


6 ICG 


25C4 


61CB 


24.99 


61CG 


25C4 


610D1 


20 . 63 


6 ICG 


25C4 


610D2 


17.88 


6 ICG 


25C4 


65C 


91.97 


6 ICG 


25C4 


61N 


50.91 


6 ICG 


25C4 


61CA 


33 .78 


6 ICG 


25C4 


60C 


56.14 


6 ICG 


25C4 


65CA 


87 .08 


61CB 


25C4 


610D1 


39.37 


61CB 


25C4 


610D2 


36.30 


61CB 


25C4 


65C 


67.18 


61CB 


25C4 


6 IN 


35.38 


61CB 


25C4 


61CA 


16.65 


61CB 


25C4 


66CA 


87.99 


61CB 


25C4 


66N 


80.49 


61CB 


25C4 


60C 


47.22 


61CB 


25C4 


65CA 


64.13 


610D1 


25C4 


610D2 


33 .84 


610D1 


25C4 


61N 


49.82 


610D1 


25C4 


61CA 


39.25 


610D1 


25C4 


60C 


48.15 


610D2 


25C4 


65C 


97 .59 


610D2 


25C4 


6 IN 


67.70 


610D2 


25C4 


61CA 


49.40 


610D2 


25C4 


60C 


73.98 


610D2 


25C4 


65CA 


88.32 


65C 


25C4 


61N 


60.83 


65C 


25C4 


61CA 


65.24 


65C 


25C4 


66CA 


30.77 


65C 


25C4 


66N 


15.04 


65C 


25C4 


60C 


72.43 


65C 


25C4 


65CA 


16.09 


6 IN 


25C4 


61CA 


19.04 


6 IN 


25C4 


66CA 


65.40 


6 IN 


25C4 


66N 


67.36 


6 IN 


25C4 


60C 


15.56 


6 IN 


25C4 


65CA 


68.40 


61CA 


25C4 


66CA 


78.91 


61CA 


25C4 


66N 


75.90 


61CA 


25C4 


60C 


30 .75 


61CA 


25C4 


65CA 


67.27 


66CA 


25C4 


66N 


17 .65 


66CA 


25C4 


60C 


69.36 


66CA 


25C4 


65CA 


45.82 






DUv, 


75 fid 






OjLa 


Z o . 


60C 


25C4 


65CA 


82.21 


610D1 


25C5 


6 ICG 


21.34 


610D1 


25C5 


61CB 


38.98 


610D1 


25C5 


6 IN 


54.59 


610D1 


25C5 


650 


86.61 


610D1 


25C5 


60C 


57.24 


610D1 


25C5 


610D2 


31.11 


610D1 


25C5 


590 


91.41 


610D1 


25C5 


6 OCA 


77.36 


610D1 


25C5 


61CA 


39.29 


610D1 


25C5 


600 


47.14 


6 ICG 


25C5 


61CB 


23.42 


61CG 


25C5 


6 IN 


53.21 


6 ICG 


25C5 


650 


71.11 



WO 97/16177 



PCI7US96/17512 



TABLE XVD 



OXL-Vj 




Ann 


CI c Z 
Oj . DD 


C 1 oo 

61CG 


25C5 


610D2 


15.46 






c ftpii 

OULA 


04 • U4 


c 1 oo 
olCG 


25C5 


61CA 


34.30 


ci pp 

OXV.VJ 


9 COC 


OUU 


CO DO 
DO . DO 


olCB 


25C5 


6 IN 


36.38 


O XV* 13 






4o . j / 


olCB 


ft r* r- 

25C5 


60C 


52.26 


film 


Z DL.D 


ci ono 

OXUUZ 


J 4 . XZ 


olCB 


ft c /— i r - 

25C5 


6 OCA 


70.23 


C1 pp 

DXV.O 


ZDUD 




1 Q 1 C 

19 . lb 


£ i o» 
olCB 


25C5 


600 


54 .58 


CI PP 


Z 3Lj 


OU MUZ 


Q9 CI 

yz • di 


C 1 VT 

olN 


ft e ac 

25C5 


650 


46.30 


CI KT 

oxin 




cnp 
ouu 


1 o oi. 
Xo • oj 


6 IN 


ft f 

25C5 


610D2 


67 .79 


C1 M 
O -LIM 






CO 1 Q 
DO . XO 


61N 


ft e^e 

25C5 


6 OCA 


33 .92 


CI KT 


ZDl~D 


OXCA 


1 A AO 


6 IN 


25C5 


600 


29.73 


OXIM 




0 UNJJZ 


CO 

D9 . / J 


650 


ft t rr 

25C5 


60C 


62 .13 


c^n 


ZdLD 


Ci nni 

OXUUZ 


7C ft ft 

/ 0 - 92 


650 


ft r* ^ p 

25C5 


590 


97.98 


OjU 




oUCA 


OJ . 97 


650 


25C5 


61CA 


50 .38 


O jU 


ZjLj 


OUU 


9C n a 
/ D • / 4 


650 


ft f" ^% T? 

25C5 


60ND2 


60.02 


DUv, 


9 CPft" 


ci ono 

OXUUZ 


*7Q AA 

/9 . UU 


£ AO 

60C 


ft 

25C5 


590 


50.32 






cnp& 


OA *7 A 

ZU • / u 


C AO 

60C 


ft C AC 

25C5 


61CA 


33 .16 


sop 


Z JV.J 


OUU 


1 C AC 
ID • 40 


£ AO 

oUC 


ft coc 

25C5 


60ND2 


54 . 15 


C1 p»no 




cnp a 


CO A 1 


C 1 Ann 

610D2 


25C5 


61CA 


48 .77 


OXUJJZ 




QUO 


•7 O A. ft 

73 . 92 


C ft fS. 

590 


25C5 


6 OCA 


36.41 


3 -/ VJ 


9 CPC 
Z DL.D 


CI PA 


OJ . ID 


590 


ft C A 

25C5 


600 


49 .36 




ZDL.D 


OUNUZ 


A C >| ft 

4D . 49 


C AO* 

6 OCA 


ft C /ft c 

25C5 


61CA 


51 .88 


cap* 


ZDLD 


OUU 


31.33 


6 OCA 


25C5 


60ND2 


34 .90 


ci pa. 




cnn 
OUU 


JO .JO 


61CA 


ft e ac 

25C5 


60ND2 


78 .49 


con 


Z DUD 


bUNDz 


CC ft ft 
OO . ZZ 


C AO 

590 


ft C r** f 

25C6 


610D1 


84.33 


3 7VJ 


o cpc 

Z DUO 


DUUA 


J / . / 4 


C AO 

590 


ft C A £ 

25C6 


60ND2 


52 . 70 




9 SPG 


CfiP 

out 


49 . 4 J 


c Ar\ 
D9U 


ft coc 

Z5C6 


C ft A 

59C 


ft f 

7 . 16 


590 


Z JLD 


9 71 P*W9 

z j lunz 


CI C"7 
OX • O / 


59U 


o coc 
zdCo 


C CO 

650 


AC ft 1 

96 . 01 




9ft"PC 

Z OLD 


CI M 


CC 4 A 
OD • 44 


D90 


ft coc 

25C6 


C 1 AA 

6 ICG 


ft A C /\ 

94 .50 


ci nm 


9C.PC 
Z DUO 


cnpa 


C*7 A A 
O / . UU 


£ 1 ATM 
OlODl 


ft coc 

25C6 


f ft A 

60C 


A *1 P ft 

47 . 52 


ci nni 


Z DUO 


cop 


•7 A OA 

/9 . 80 


c i Am 

610D1 


ft C A £ 

25C6 


£ C A 

650 


65 .95 


610D1 


25C6 


6 IN 


43.14 


610D1 


25C6 


6 ICG 


14.44 


60CA 


25C6 


60ND2 


38.07 


60CA 


25C6 


60C 


19.60 


60CA 


25C6 


59C 


30.68 


60CA 


25C6 


2310H2 


90.52 


6 OCA 


25C6 


650 


58.49 


60CA 


25C6 


6 IN 


31.11 


6 OCA 


25C6 


6 ICG 


70.16 


60ND2 


25C6 


60C 


55.78 


60ND2 


25C6 


59C 


49.33 


60ND2 


25C6 


2310H2 


69.41 


60ND2 


25C6 


650 


60.19 


60ND2 


25C6 


6 IN 


59.59 


60ND2 


25C6 


67CE2 


71.07 


60C 


25C6 


59C 


42.53 



WO 97/16177 



PCT/US96717512 



TABLE XVH 



C An 

6QC 


25C6 


c Co 

650 


C "i C A 

53 . 64 


£ AO 

60C 


A CO^ 

25C6 


6 IN 


16.42 


C Ao 

60C 


25C6 


£ 1 OO 

6 ICG 


c a. o o 
50 . 89 


C AO 

59C 


n c o ^ 

25C6 


2310H2 


67.54 


C AO 

59C 


25C6 


C CO 

650 


OA AO 

89 . 09 


C AO 

59C 


n c c 

25C6 


6 IN 


58.40 


59C 


25C6 


i* ■* oo 

6 ICG 


nn r\ n 

89 . 02 


n 1 own 

2310H2 


A CO ^" 

25C6 


67CE2 


58.91 


650 


25C6 


6 IN 


o on 

38 . 82 


^ CO 

650 


25C6 


6 ICG 


54.53 


650 


25C6 


67CE2 


AA i r~ 

90 * 16 


6 IN 


25C6 


6 ICG 


41.32 


^ C O 

650 


n e /"it 

25C7 


C CO 

65C 


n a c 1 
20 . 61 


650 


25C7 


66N 


35.57 


^ C O 

650 


A Con 

25C7 


65CA 


n n c a 

37 . 59 


^ C A 

650 


25C7 


640 


63.61 


^ e o 

650 


O Con 

25C7 


^ ^O » 

66CA 


a a n *\ 

40 . 23 


650 


25C7 


65N 


36.78 


c eo 

650 


25C7 


£ a 

64C 


C A ^ £ 

50 - 16 


65C 


25C7 


66N 


20.13 


ceo 
65C 


o con 

25C7 


£ CO X 

65CA 


n n c c 
22 . 56 


65C 


25C7 


640 


58.37 


obC 


n COn 

25C7 


£ CO* 

ooCA 


34 . 64 


f CO 

65C 


25C7 


65N 


30.89 




n con 
2SC7 


C A O 

o4C 


A C O 1 

46 - 81 


66N 


n c oi 

25C7 


65CA 


35 .80 


ooN 


n con 
25C7 


640 


74 . 14 


C 

66N 


n con 

25C7 


66CA 


19.87 


£ CM 

ooN 


n CO*7 

25C7 


65N 


ia O "5 

48 . 83 


£ £i* 

66N 


25C7 


64C 


64 .44 


£ CO* 


n CO*7 


64Q 


38.35 


c con 

65CA 


n con 

25C7 


^ ^o» 

66CA 


54 . 61 


ddCA 


n con 
25C7 


£ CM 


1 c in 
16 . 17 


£ Co » 

65CA 


25C7 


^ 4 o 

64C 


29.70 


640 


o con 

25C7 


66CA 


on en 

92 • 52 


£ A r\ 

640 


25C7 


65N 


28 .03 


640 


n con 
25C7 


£iO 

64C 


1 n c ^ 

13 . 53 


66CA 


25C7 


65N 


65 . 51 


ooCA 


A con 
25C7 


64C 


O 1 j1 A 

81 . 44 


66CA 


25C7 


670H 


89 .07 


65N 


n con 
25C7 


c jl o 

64C 


15 - 93 


66N 


2508 


65C 


20.16 


C C M 

66N 


n coo 

2508 


C cox 

66CA 


n ^ o j 

21.24 


66N 


2508 


650 


33 .23 


c c vt 
66N 


n co a 

2508 


^ eo » 

65CA 


33 .75 


66N 


2508 


67CE1 


98.44 


cc» T 

66N 


n Co a 

2508 


67CE2 


A A A A 

98 . 96 


66N 


2508 


66C 


34 .36 


CCM 

66N 


n coo 

2508 


C Co 

660 


n aa 

36 . 02 


66N 


2508 


640 


65.66 


65C 


n coo 

2508 


C CO* 

66CA 


35 . 77 


65C 


2508 


650 


17.66 


0DC 


n coo 
2508 


c cox 
65CA 


n a 4 o 

20 . 48 


^ c o 

65C 


2508 


66C 


52 .97 




n coo 


ceo 
660 


C £ 1 O 

56 . 18 


^ C o 

65C 


2508 


640 


48 .74 


ooCA 


n coo 
2508 


ceo 

650 


39 . 76 


66CA 


n r 

2508 


67CZ 


88.60 


c cotv 


n coo 

2508 


c cox 

65CA 


53 . 75 


66CA 


A C y\ A 

2508 


67CE1 


82 . 16 


66CA 


2508 


67CE2 


78.01 


66CA 


2508 


66C 


19.45 


66CA 


2508 


660 


29.94 


66CA 


2508 


640 


84.46 


670H 


2508 


67CZ 


19.19 


670H 


2508 


67CE1 


31.81 


670H 


2508 


67CE2 


31.82 


670H 


2508 


66C 


93.01 


670H 


2508 


660 


95.44 


650 


2508 


65CA 


33.40 


650 


2508 


66C 


59.16 


650 


2508 


660 


66.79 


650 


2508 


640 


51.69 


67CZ 


2508 


67CE1 


17.96 


67CZ 


2508 


67CE2 


17.62 


67CZ 


2508 


66C 


73.92 



Ml 



WO 97/16177 



PCT/US96/17512 



TABLE XVH 



67CZ 


2508 


660 


77 47 




z DOo 


ooC 


67.93 


65CA 


2508 


660 


66 32 

W W • J A 




o coo 


640 


32 .46 


67CE1 


2508 

*» WWW 


67CE2 


3 0 80 


£.7PtTl 
0 /Lei 


O Cno 


66C 


64.46 


67CE1 




www 


04 • xO 


O /CEZ 


2508 


66C 


67.34 


67CE2 




66n 

w Ov 


7c; 1 q 
/ 3 • xo 


£co 
ooC 


2508 


660 


15.05 


66O 

w Ov 


25A8 


64n 


QQ ^ C 


£ CXT 

ooN 


25C9 


65C 


19.56 


66N 

w WIN 








C Cm 

ooN 


25C9 


66CA 


18.50 


W Uii 


25P9 


w 


OO 4 >1 

zy • 44 


ooN 


, 25C9 


660 


37.27 


66N 

W W&l 




6An 

w W 


OO • 71 


£ CM 

ooN 


25C9 


66C 


32.34 


W UN 


25C9 


67PF1 




ooN 


25C9 


67C2 


94.14 


65C 


25C9 


6 SPA 


01 QQ 


/rep 
ODC 


25C9 


66CA 


33 .21 


65C 

V -J 


25C9 




1 A 71 
14 • / x 


ODC 


25C9 


CC/"\ 

660 


56.83 


65C 


25C9 


6dn 


ju . OD 


rep 

ooC 


2 5C9 


66C 


50.46 


65CA 


25P9 


66pa 

w own 


C. 7 AO 


OOCA 


o coo 
25C9 


650 


31.99 


65CA 


25C9 


w Ov 


w!J . / U 


DDCA 


o coo 
25C9 


640 


34.59 


65CA 


25P9 


6 fir 

vwv 


£7 Q£ 


OOCA 


o coo 
25C9 


650 


35.79 


66CA 


25C9 


6 fin 

W Uv 


3 n A3 


OOtA 


*5 coo 
ZDC9 


640 


83 . 99 


66CA 


25C9 


66r 


1 ft ICQ 
lo . OO 


OOCA 


o coo 
25C9 


670H 


90 . 57 


66CA 


25P9 


67PP1 


7 a no 
/ 4 . uz 


OOCA 


25C9 


67CZ 


75 . 67 


650 


25P9 


w DU 


(HA ilO 
04 • 4Z 


OdO 


2 5C9 


640 


51 .51 


650 


25C9 


W VVi 


QA AO 
34 • 4 / 


ODO 


25C9 


o/CZ 


97 . 86 


660 


25P9 


WWW 


1 C 1 Q 


ooO 


25C9 


670H 


88 . 11 


660 


25C9 


67PF1 

W / V»£iX 


£.0 03 
OZ .Zj 


oou 


ocno 


o/CZ 


72 . 01 


66C 


25C9 


670H 

w » v/n 


ft! 70 
Ox . / Z 


OOL 


0 CpQ 


o /CE1 


co i n 

59 . 79 


66C 


25C9 


67PZ 


6*. 61 

Oj • Ox 


0 rUn 


0 coo 


o /CE1 


O O ^ A 

28 .34 


670H 


25C9 


67PZ 


1 OA 
xO • Z4 


O 




o/CZ 


16 . 27 


65CA 


25O10 

*• *J w X V 


w v w 


37 Q1 




o cm n 


C CO 

ooC 


19 . 98 


65CA 


25O10 


66M 

W W£M 


30 OQ 


040 


ZDO10 


ceo 
o5C 


52 . 12 


640 


25O10 

«J WX w 


66N 


OO . 


ODC 




C CXT 

OON 


17 . 19 


66N 


*• X X 


66n 

W UU 


A£ no 

40 « 


c CVf 

OOW 


O CM1 1 


c Co 
ooC 


OA AC 

38 . 85 


66w 


O RM1 1 


cents. 


A A T A 

20 . 73 


66N 


25N11 


65C 


17.46 


66N 


25N11 


65CA 


33.59 


66N 


25N11 


67CD1 


91.49 


66N 


25N11 


650 


24.15 


66N 


25N11 


67N 


48.38 


660 


25N11 


66C 


17.87 


660 


25N11 


66CA 


35.52 


660 


25N11 


65C 


63.48 


660 


25N11 


67CE1 


75.71 


660 


25N11 


65CA 


76.62 


660 


25N11 


67CZ 


83.40 


660 


25N11 


67CD1 


58.50 


660 


25N11 


670H 


99.66 


660 


25N11 


650 


67.57 


660 


25N11 


67N 


24.87 



WO 97/16177 



PCT/US96/17512 



TABLE XVD 





7RM1 1 
Z 3W11 


w Own 


21 

« X 


72 


www 


4* J1NX1 


fiRp 

DDL 


C4 

j4 


07 


fifip 

DDL 


Z DIMX X 


fi7PEl 


70 


1*5 


WWW 


Z jWX x 


03 LA 


77 

/ Z 


. J / 


fifip 

DOL 


9RM1 1 


fi7P7 

O /LXj 


77 




w OW 


9 Rial 1 

« jNll 


fi7PTM 
O /LUX 


D4 


c c 

. DD 


DDL 




o /un 


o o 


fiQ 


DDL 


DNx ± 


CCA 

DDU 


55 


. 57 


DDL 




fi7M 


1 1 
11 


. DO 


OOLA 


7 RM1 1 


rep 
ODC 


34 


.29 


ODLA 


Z JWII 


fi7Pl?1 


P7 


• / D 


fifiPA 
O DLn 


A 3M11 


rep* 
DDL A 


53 


.45 


DDUA 


Z jmII 


0 / LZ» 


o x 


1 R 
tlj 


fifiPA 
DOLA 


Z DN11 


0 /CDX 


71 


.00 


ODLA 


7RM1 1 


fi7nw 
o / un 


93 


.79 


0 DL.il 




DjU 


33 


.86 


DDLn 


7RM1 1 


fi7N 

w # V* 


28 


.86 


fiRP 
OjL 


7 RM1 1 
Z DIM xx 


ODLA 


20 


.50 


fiRp 

ODL 


7RM1 1 
Z jfili 


fiRn 


12 


.17 


fiRP 

OjL 


7 RM1 1 


fi7M 
0 Ivi 


63 


.15 


fi7PEl 

W / LLi 




fi7rz 

W / W&J 


16 


.97 


fi7PE1 

W / WCtX 


9RM1 1 


fi7pm 

0 / LUX 


17 


.33 


S7PE1 




670H 

w / WX1 


28 


.98 


fi7PPl 

W / WCiX 


9 SMI 1 


fi7M 
D / £M 


58 


.73 


65PA 


75N11 
^ jiiii 


W JU 


29 


.33 


SRPA 

w JLA 


7RM1 1 


fi7M 
D /XM 


81.90 


67PZ 

W / W£i 




W / Ll/1 


29 


.85 


fi7P7 

w / Lit 


7RTSJ1 1 
A DXMxx 


fi7nw 


16 


.29 


fi7P7 


5CM1 1 


fiRn 


95.29 


fi7P7 
O /Lti 


7RKT1 1 
ZjrJi x 


fi 7M 

0 / w 


61 


.81 


w / Wl/i> 


OCM1 1 
^ Jflll 


fi 7HH 

W / WXl 


44 


.88 


fi7pm 

W / LU1 


ajUII 


fiRn 

DjU 


98 


.49 


fi7PM 


7RM1 1 


fi7M 


43 


.62 


fi70W 


7RM1 1 
ZDINlX X 


fi7M 
O tvi 


77 


.48 


fiRn 




O / W 


61 


.50 


fifin 

WWW 


7 RP1 7 


DOW 


7Q 


• OX 


O wW 


7RP1 o 


fifiP 
w QL 


13.28 


fifin 

www 


7 RP1 7 
Z DLxZ 


fiRPA 
ODwA 


68 


.49 


fifin 
O DU 


7RP1 0 
Z DLXZ 


fifiPA 
QQUi 


28 


.41 


fifin 


7RP1 7 


DDL 


53 


.90 


fifiN 


7RP17 


fifiP 
w DL 


32 


.53 


fifiN 

O WIN 


7RP1 7 


fiRPA 


30 


.03 


fifiN 

W Oil 




fifiPA 


16 


.05 


DOW 


7RP1 7 


fiRP 
ODL 


14 


.10 


lulu 


7RP1 0 


1 filp 

X O 1U 


14 


.53 


fifiP 

www 


7 RP1 7 


fiRPA 
ODLA 


62 


.55 


6 fir 


^ JUl£ 


fifiPA 


17 


.90 


fifip 

DDL 


7RP1 7 


ccn 
ODL 


45 


.95 


S5PA 


7Rpl 7 


w 


45 


.67 


ODLn 


7RP1 7 


fiRP 
DDL 


17 


.89 


66PA 

vJ W W«V 


7Rp1 O 


fiSP 

w Jt 


28 


.39 


fifin 

www 


7RP1 1 


O DIM 


46 


.61 


W WW 


2RP17 


fiRPA 


81 


.12 


www 


7RP1 7 
Z jLIj 


9fiPtt 
Z QLO 


42 


.40 


W WW 


7RP1 ^ 


fifiP 
D WW 


12 


.53 


a fin 


7RP1 7 
Z jLI J 


Ofipni 

Z OLUX 


59 


.74 


fifin 


7RP1 7 

L JLIJ 


fiRP 


61 


.86 


oou 


0 RP1 
ZDLX J 


OOLA 


31 


.09 


6 fin 

W WW 


Z JL1J 


9fipn 

^ www 


46 


.38 


oou 


7 RP1 7 


9 fiM 
Z DIM 


73 


.59 


66N 


25C13 


65CA 


34 


.83 


66N 


25C13 


26CB 


65 


.68 


66N 


25C13 


66C 


35 


.92 


66N 


25C13 


26CD1 


50 


.75 


66N 


25C13 


65C 


15 


.26 


66N 


25C13 


66CA 


16 


.54 


66N 


25C13 


26C6 


52 


.33 


66N 


25C13 


26N 


87 


.54 


25SG 


25C13 


26CB 


74 


.78 


25SG 


25C13 


26CD1 


73 


.77 


25SG 


25C13 


26CG 


78 


.01 


25SG 


25C13 


26N 


43 


.94 


25SG 


25C13 


1610 


62 


.15 


65CA 


25C13 


26CB 


87 


.36 


65CA 


25C13 


66C 


70 


.75 


65CA 


25C13 


26CD1 


57 


.53 



WO 97/16177 



PCT/US96/17512 



TABLE XVn 



65CA 


25C13 


65C 


20 


.04 


65CA 


25C13 


66CA 


51 2fi 


65CA 


25C13 


26CG 


69.09 


65CA 


25C13 


26N 


94 95 


26CB 


25C13 


66C 


51.08 


26CB 


25C13 


26CD1 


34 05 


26CB 


25C13 


65C 


76 


.87 


26CB 


25C13 


66CA 


59 32 


26CB 


25C13 


26CG 


18 


.75 


26CB 


25C13 


26N 


31 21 


66C 


25C13 


26CD1 


60 


.72 


66C 


25C13 


65C 


50 94 


66C 


25C13 


66CA 


19 


.59 


66C 


25C13 


26CG 


50 32 


66C 


25C13 


26N 


81 


.92 


26CD1 


25C13 


65C 


54 60 


26CD1 


25C13 


66CA 


55 


.37 


26CD1 


25C13 


26CG 


16 44 


26CD1 


25C13 


26N 


38 


.73 


65C 


25C13 


66CA 


31 37 


65C 


25C13 


26CG 


60 


.91 


65C 


25C13 


26N 


93 30 


66CA 


25C13 


26CG 


51 


.05 


66CA 


25C13 


26N 


86 . 68 


26CG 


25C13 


26N 


35 


.89 


25SG 


25N14 


230 


84 00 


25SG 


25N14 


26CD1 


79 


.14 


25SG 


25N14 


1610 


68,92 


25SG 


25N14 


26N 


43 


.55 


25S6 


25N14 


23C 


74.81 


25SG 


25N14 


26CB 


70 


.46 


25SG 


25N14 


26CG 


77 .79 


65CA 


25N14 


66N 


36 


.05 


65CA 


25N14 


230 


53 .08 


65CA 


25N14 


26CD1 


61 


.64 


65CA 


25N14 


65C 


18.94 


65CA 


25N14 


660 


73 


.48 


65CA 


25N14 


65N 


12 .48 


65CA 


25N14 


26N 


99 


.87 


65CA 


25N14 


23C 


64.69 


65CA 


25N14 


26CB 


84 


.32 


65CA 


25N14 


26CG 


69.23 


66N 


25N14 


230 


73 


.08 


66N 


25N14 


26CD1 


49.53 


66N 


25N14 


65C 


17 


.28 


66N 


25N14 


660 


37.50 


66N 


25N14 


65N 


47 


.78 


66N 


25N14 


26N 


82.41 


66N 


25N14 


23C 


86 


.05 


66N 


25N14 


26CB 


56.95 


66N 


25N14 


26CG 


48 


.25 


230 


25N14 


26CD1 


46.64 


230 


25N14 


65C 


63 


.98 


230 


25N14 


660 


96.33 


230 


25N14 


65N 


44 


.52 


230 


25N14 


26N 


67 .73 


230 


25N14 


23C 


13 


.02 


230 


25N14 


26CB 


76.26 


230 


25N14 


26CG 


60 


.45 


26CD1 


25N14 


65C 


55.15 


2 firm 






52 


.89 






O Dvi 


fiA 1 1 


26CD1 


25N14 


26N 


38 


.34 


26CD1 


25N14 


23C 


54.90 


26CD1 


25N14 


26CB 


30 


.70 


26CD1 


25N14 


26CG 


13.86 


65C 


25N14 


660 


54 


.77 


65C 


25N14 


65N 


31.08 


65C 


25N14 


26N 


92 


.32 


65C 


2 5N14 


23C 


76.79 


65C 


25N14 


2 6CB 


70 


.71 


65C 


25N14 


26CG 


58.49 


660 


25N14 


65N 


84 


.80 


660 


25N14 


26N 


64.25 


660 


25N14 


26CB 


35 


.42 


660 


25N14 


26CG 


41.33 



WO 97/16177 



PCT/US96/17512 



TABLE XVH 





25N14 




54 87 


65N 

U WIN 


25N1 4 

X wIMXV 


9 fiPB 
x OLD 


OA O 




25N14 

X Jli X V 


26PG 


74 10 


2 6N 

x ON 


2 5M1 4 


91P 
x JV* 


o / .40 


26N 

X w« 


25N14 


x isv»x? 


29 19 

X J » X J 


26N 
x on 


9 5M1 A 


9 Apr* 

x OHj 


o4 . 32 


23P 


25N14 


26PB 


82 14 

OX « X*m 


27P 
X Jv. 


x wlMx4 




DO . 17 


26CB 


25N14 


26CG 

X UV«>VJ 


17 47 


XOXw 


9501 5 
x jLIj 


9 5cr» 


QO A O 


1610 


25P15 

X W w X W 


161P 

X wX w 


13 4 9 


1 6io 

X O Iw 


0 5O1 5 
x jLIj 


x OZLA 




1610 

X W Xw 


25P15 
X wwx w 


162N 


23 43 

XW • W 


1 610 

XOXw 


x wV»xw 


1 cira 

10XLA 


9 ^ CI 

xj . bJ 


255G 

X W OvJ 


25P15 


161p 

X u XV* 


oo • ww 


9 5QG 

X JuU 






w / • X / 


25SG 


25P15 


162N 


74 53 

l *a m ww 


x OXw 


9 501 5 
X jLI w 


1 69r»a 

xOxv.il 


J 1 • J / 


161p 


25P15 


1 62N 


14 79 


1 61 r 


75P1 

X WwXW 


1^1 n*. 


XO • X O 


162CA 


25C15 

X WWX W 


162N 


17 76 

X / • / u 


162PA 


95n 5 

X WWXW 


1 61 PA 




162N 


25C15 


161CA 


29 37 

X J ■ w / 


65CA 


9 5P1 5 


9 innw9 

x w UUXlx 


79 9Q 
/ x . / y 


25SG 

X W wVJ 


25C16 


26N 

X wli 


61 11 

UX • XX 


X JOU 


x wwXO 


9 5M 
x JiV 


5Q Q*7 
w^ . y 1 


25SG 


25C16 


25CB 


23 02 

X J • wx 


25SG 

x w wo 


9 5P1 6 
X wwxO 


95PA 
x jLa 


AO AO 
fix . 4x 


25SG 


25C16 


26CB 


88 58 


x w 9w 


9 5r»1 6 

x JLI O 


9 4M 


Q9 Q A 

wx • yo 


25SG 


25C16 


25C 


48 . 34 


25TO 

X Www 


25(?16 

X WSvXO 


94P 


74 41 


25SG 


25C16 


26CA 


71 25 

/ X • X w 


255G 

X W W\J 


25P1 6 

x WwX O 


94PA 


Q1 58 

71. JO 


230 


25C16 

X JVlU 


2 firm 

x uv. ux 


61 77 

OX • f 9 


23n 


x jLID 


9 6KT 
X OW 


?4 . ww 


230 


25C16 

X W V* X SJ 


25N 


67 24 


X JV 


25P1 6 
x wwxO 


9^P 
x J v. 


i 8 on 

XO . X u 


230 


25C16 

X JV«1U 


65PA 


58 52 

JO • J6 


230 

X W \J 


95P1 6 


95PA 

X WwA 


87 OA 
0 / . UO 


230 


25C16 


26PG 

X U\#VJ 


77 13 

/ / • Xw 


230 
xwWI 


95P1 6 


9fiMT?1 
x QflLl 


A7 9Q 

f* / . x y 


230 

X ^ w 


25P16 


2 6pp 


97 08 


x JU 


x jLI O 


rr cm 
D DIN 


/ 7 . O J 


230 


25C16 

X J\« X u 


24N 

X 


30 53 

W V • W w 


x J U 


95P1 A 


x-3 LA 


79 97 
J x . x / 


230 


25P16 

X W V_P X \J 


25P 


94 82 

w» . Ox 


X JU 


95P1 A 


9 AC* 
x4w 


DO • X j 


230 


25P16 


26PA 

X OwA 


99 54 

ww • w4 


7^rt 

x J VJ 


9 501 ^ 


9 

x fiLA 


JO.OJ 


230 


25C16 

X w^»x w 


65C 


67 39 

SJ t • W w 


230 

XWW 


9 5P1 6 


65KI 


45 91 


26CD1 


25C16 


2 6N 

X Wil 


51 13 

WX • Xw 


X DLI/l 


25P1 6 

X wwXO 


9 5KT 
x wIM 


68 

OO • w4 


26CD1 


25P16 

x w wx u 


23P 

X J v» 


73 51 

/ w • w X 


x DV_L/± 


9 5^1 A 
x jLI O 


ODtA 


Oo • U4 


26CD1 

*» ww*^x 


25C16 

X JUlv 


25PR 

X JV»D 


97 25 

J i * X w 


x Owl 


9 5r»i 


x DLA 


7^ 19 
/ O . Xx 


26CD1 


25C16 


26PG 

X U Vw 


1 5 44 

Xw . W 


x OwJJx 


95P1 6 


9 CMT?1 
x DWCl 




xOCDl 




2oCB 


35 . 76 


O f ATM 

26CD1 


25C16 


66N 


52 . 08 


26CD1 


25C16 


24N 


69.01 


26CD1 


25C16 


23CA 


92.69 


26CD1 


25C16 


25C 


63.96 


26CD1 


25C16 


24C 


55.05 


26CD1 


25C16 


26CA 


44.91 


26CD1 


25C16 


24CA 


52.83 


26CD1 


25C16 


65C 


56.87 


26CD1 


25C16 


660 


54.10 


26CD1 


25C16 


65N 


69.48 


26N 


25C16 


25N 


44.67 


26N 


25C16 


23C 


93.12 


26N 


25C16 


25CB 


51.34 


26N 


25C16 


25CA 


35.79 


26N 


25C16 


26CG 


42.62 



WO 97/16177 



PCT/US96/17512 



TABLE XVD 



O £m 




A £XTf?1 


£ i no 
o j . / y 


0 £XT 
ZON 


A 1 £ 

25C16 


26CB 


34.80 


ZON 


25C16 


£ £XT 
DON 


93 . 89 


A £M 

26N 


25C16 


24N 


77.38 


"> £XT 


a cm £ 
2 5C16 


A CO 

Z5C 


16 . 11 


26N 


25C16 


24C 


44.64 


O £XT 
Z ON 


A COI £ 

Z5C16 


A £OX 

2 OCA 


1 £ 1 A 

16.33 


26N 


25C16 


24CA 


61.13 


ZoN 


A COl £ 

25C16 


660 


A A A 

70 - 60 


25N 


25C16 


23C 


56.44 


^ Cm 

zdn 


a cm c 
25C16 


A COD 

25CB 


A "1 1 £ 

37 . 16 


25N 


25C16 


25CA 


19.86 


O CXT 


A CP1 £ 
ZZ>Cl0 


A £00 

zoCG 


71 . 75 


25N 


25C16 


26NE1 


70.29 


A CM 

ZDN 


a cm £ 
ZOClb 


A £OD 

ZOCB 


AC £ A 

75 . 60 


25N 


25C16 


24N 


39.16 


A cxt 
ZDN 


a cm c 


a "aox 
2 JCA 


£ O 1 A 

68 . 19 


25N 


25C16 


25C 


33.83 


o Cxt 
Z DN 


a cm £ 
Z 3C10 


A JlO 

z4C 


1 C A o 

15 .28 


25N 


25C16 


26CA 


60.18 


0 Cm 


Z DL1 0 


A yi ox 
24CA 


Jl . 81 


A O O 

23C 


25C16 


65CA 


74.98 




a cm £ 
ZDClo 


O COB 

2SCB 


O £ A A 

86 .20 


A A 

23C 


25C16 


25CA 


75.86 




Z OLIO 


A £oo 


OA OA 

87 . 97 


23C 


25C16 


26NE1 


60.92 


? **o 


ocpl £ 
Z jLId 


£ £XT 
DON 


97 . 84 


A^O 

23C 


25C16 


24N 


17.30 


z JC 


o coi £ 


z JCA 


19 . 93 


23C 


25C16 


25C 


88.48 


Z JC 


o coi £ 


A vio 
Z4C 


49 . 42 


A A ^ 

23C 


25C16 


24CA 


32.05 


o io 

Z 


A COI £ 


£ Co 


85 • 33 


23C 


25C16 


65N 


60.76 


£ cox 
ODCA 


A C01 £ 


A £00 

2 6CG 


76 . 49 


65CA 


2SC16 


26NE1 


57.92 


£ CP X 


i cm £ 
ZDClo 


A £00 

2 6CB 


A A AC 

90 . 45 


65CA 


25C16 


66N 


33 .37 


DjLA 


a cm £ 
zoClo 


A >IXT 

24N 


OA A 1 

89 • 01 


65CA 


25C16 


23CA 


76.80 


DDCA 


a cm £ 
zbClo 


24CA 


A A n a 

90 . 04 


65CA 


25C16 


65C 


17 .45 


£Cox 


a cm £ 
Z5C10 


££o 

ooO 


68 . 34 


65CA 


25C16 


65N 


14 .75 


*7 Con 


o coi £ 


a cox 
ZOCA 


a 1 c e 
21 . 65 


25CB 


25C16 


26CG 


93 .09 


ZDC.D 


o cm £ 
Z DCJlO 


A £OT3 

ZoCB 


OC A£ 

85 . 06 


25CB 


2SC16 


24N 


70.81 


Z DCZ3 


Z3C10 


a *3ox 
Z JCA 


OQ A A 

o9 • 00 


A COO 

25CB 


25C16 


25C 


35.50 


9 cop. 




A /io 
Z4C 


CA A A 

DZ . UU 


A CAD 

25CB 


25C16 


26CA 


65 . 90 


Z DCO 


ocoi £ 


A il ox 

Z4CA 


£ O CO 

68 . 59 


A COX 

25CA 


25C16 


26CG 


73 . 95 




o coi £ 

Z JLlO 


0 £XTI?1 

ZoNbl 


oz . 49 


A COX 

25CA 


A C A 1 ^ 

25C16 


26CB 


70 . 49 




ZDClO 


A VI XT 

Z4N 


CO 11 

58 - 71 


25CA 


25C16 


23CA 


85 .38 


ZDCA 


ocm £ 
25C16 


ICO 

25C 


A A OA 

20 .38 


25CA 


25C16 


24C 


32.49 


25CA 


25C16 


26CA 


52.03 


25CA 


25C16 


24CA 


51.06 


26CG 


25C16 


26NE1 


30.69 


26CG 


25C16 


26CB 


20.39 


26CG 


25C16 


66N 


52 . 82 


26CG 


25C16 


24N 


81.30 


26CG 


25C16 


25C 


57.74 


26CG 


25C16 


24C 


60.85 


26CG 


25C16 


26CA 


32.36 


26CG 


25C16 


24CA 


63.73 


26CG 


25C16 


65C 


62.21 


26CG 


25C16 


660 


43.58 


26CG 


25C16 


65N 


80.99 


26NE1 


25C16 


26CB 


51.09 


26NE1 


25C16 


66N 


51.16 


26NE1 


25C16 


24N 


59.98 



WO 97/16177 



PCT7US96/17512 



TABLE XVH 



26NE1 


25C16 


23CA 


79.09 


26NE1 


25C16 


25C 


74.44 


26NE1 


25C16 


24C 


55.27 


26NE1 


25C16 


26CA 


59.77 


26NE1 


25C16 


24CA 


46.88 


26NE1 


25C16 


65C 


50.71 


26NE1 


25C16 


660 


63.77 


26NE1 


25C16 


65N 


56.44 


26CB 


25C16 


66N 


60.55 


26CB 


25C16 


24N 


96.31 


26CB 


25C16 


25C 


50.81 


26CB 


25C16 


24C 


69.20 


26CB 


25C16 


26CA 


19.18 


26CB 


25C16 


24CA 


77.92 


26CB 


25C16 


65C 


73.91 


26CB 


25C16 


660 


36.73 


26CB 


25C16 


65N 


98.03 


66N 


25C16 


26CA 


79.58 


66N 


25C16 


24CA 


97.14 


66N 


25C16 


65C 


16.15 


66N 


25C16 


660 


35.16 


66N 


25C16 


65N 


46.29 


24N 


25C16 


23CA 


32.77 


24N 


25C16 


25C 


71.39 


24N 


2SC16 


24C 


32.88 


24N 


25C16 


26CA 


88.94 


24N 


25C16 


24CA 


18.41 


24N 


25C16 


65C 


96.24 


24N 


25C16 


65N 


75.67 


23CA 


25C16 


24C 


65.31 


23CA 


2SC16 


24CA 


50.41 


23CA 


25C16 


65C 


91.28 


23CA 


2SC16 


65N 


62.12 


25C 


25C16 


24C 


39.37 


25C 


25C16 


26CA 


31.92 


25C 


25C16 


24CA 


58.36 


2SC 


25C16 


660 


85.95 


24C 


25C16 


26CA 


57.54 


24C 


25C16 


24CA 


19.36 


24C 


25C16 


65N 


97.77 


26CA 


25C16 


24CA 


71.17 


26CA 


25C16 


65C 


92.26 


26CA 


25C16 


660 


54.28 


24CA 


25C16 


65C 


91.93 


24CA 


2SC16 


65N 


79.37 


65C 


25C16 


660 


51.31 


65C 


25C16 


65N 


30.19 


660 


25C16 


65N 


81.41 


25SG 


25C17 


2SCB 


33.36 


25SG 


25C17 


25N 


69.53 


25SG 


25C17 


25CA 


47.13 


25SG 


25C17 


26N 


51.70 


25S6 


25C17 


25C 


42.10 


25SG 


25C17 


1610 


81.99 


25SG 


25C17 


162ND1 


45.09 


25SG 


25C17 


24C 


78.33 


25SG 


25C17 


26CD1 


91.04 


25SG 


25C17 


19NE2 


91.40 


25SG 


25C17 


24CA 


96.69 


25SG 


25C17 


163N 


23.29 


2SSG 


25C17 


162CA 


48.75 


25CB 


25C17 


25N 


43.65 


25CB 


25C17 


25CA 


23.36 


25CB 


25C17 


23C 


97.56 


25CB 


25C17 


26N 


52.35 


25CB 


25C17 


24N 


79.60 


25CB 


25C17 


25C 


34.92 


25CB 


25C17 


162ND1 


47.80 


25CB 


25C17 


24C 


54.50 


25CB 


25C17 


26CD1 


89.27 


25CB 


25C17 


19NE2 


59.46 


25CB 


25C17 


24CA 


71.68 


25CB 


25C17 


163N 


55.20 


25CB 


25C17 


162CA 


73.99 


25N 


25C17 


25CA 


22.58 


25N 


25C17 


230 


63.36 



WO 97/16177 



PCT/US96/17512 



TABLE XVfl 



25N 


2 CP17 


23C 


Sfi 7R 

JO. / o 


2^M 

Z J£M 


9 CP1 *7 

Z jCI / 


1 Cm 

2 ON 


42 . 10 


25N 


Z jUI / 


23PA 
& ju*\ 


79 74 


9^M 
Z JW 


ZDC17 


24N 


39 . 75 


25N 


9CP1 7 


25P 


CA 
j J • jD 


7cvi 

Z jXN 


Z5C17 


162ND1 


89.46 


25N 

A JiM 


2SP1 7 


2AP 

A T*U 


1 1 A7 

XX • U / 


9^M 
Z JiM 


9 cm *7 
ZDC17 


2 6CD1 


r *y aa 

57 . 00 


25N 

^ JIM 


2SP1 7 

Z JUX / 


1 QMF2 


C9 7ft 
JZ • / o 


Z DIM 


z jCI / 


24CA 


28 .26 


O CM 
4. JIM 


2 5P1 7 


XOJCM 


Q9 A9 
7Z • 


Z JtA 


z jC17 


230 


85.24 


2 5PA 


9CP1 7 


2 IP 

A JU 


70. 9n 


Z Dwn 


Z5C17 


26N 


36.07 


9 CPA 


9CP1 7 
Z jLX / 


9**PA 
Z J La 


Ql QA 


z jCA 


Z5C17 


24N 


61.96 




0 CP1 7 
Z Jul / 


9 CP 


1 Q 7 A 
• /4 


z jCA 


25C17 


162ND1 


71.14 


2 spa 


9CP1 7 


9AP 


19 A7 


Z jCA 


25C17 


26CD1 


67 .46 


25PA 


9CP1 7 
^ JLl / 


1 0MF9 
X JfM&Z 


OU • J4 


ajLA 


25C17 


24CA 


50.61 


25PA 




X U JIM 


70 1 A 

' V . JO 


Z OLA 


Z DC1 / 


162CA 


ft A O 

94 .23 


230 


9Cp1 7 


23P 

M JV- 


1 ft 9C 
xo • Z J 


9in 

Z JU 


*5 cm n 
ZOC17 


2 ON 


78 . 82 


2lO 


9CP1 7 


9 7PA 


JM. 4U 


9 

z JO 


25C17 


24N 


31.56 




9 cm 7 

^ JLX / 


9cp 


pa ** c 

OO • J J 


z JO 


25C17 


24C 


C A A A 

52 .82 


230 

A J W 


2SP17 

Z JuX / 


9 Apm 

Z OLUl 


OCT 

* j . y j 


9^n 

Z OU 


9 CP1 "7 

z jCx / 


lyNEz 


*7 C CO 

76 . 58 


23f> 

A J V 


9CP1 7 
Z jLI / 


Z J UvJIlZ 


AC ftC 

O J • OJ 


z jU 


ocm •? 
z jCx / 


24CA 


35 .23 


23P 


9CP1 7 


9 AM 
Z OIM 


ftA OA 


Z 


9 cm *7 


Z JCA 


21 . 57 


23r 


9CP1 7 
Z JuX / 




1 7 QA 


Z JL 


o cm t 
Z OCX / 


o cn 

z jC 


86 . 44 


23r 


9CP1 7 
Z JuX 1 


9AP 


Aft 1 ft 
40 • XO 


zoL. 


9 CP1 T 
2 DC1 / 


o com 
zoCDl 


CO CO 

59 . 52 


23r 


25P1 7 




Cft A1 

jo • ox 


9^n 


•> CP1 *7 
Z 3L1 / 


z JUOH2 


60 . 40 


23C 


2 5P17 


2APA 


in oq 

JU.vJ 


9 AM 
ZORJ 


9 cm 7 
Z Jul / 


9 AM 

z4N 


99 1 9 
/ J • 12 


26N 


2 5P1 7 


2*5P 


17 fiS 

X / • OJ 


9 AM 
ZOl\ 


9cm 7 

Z Jul / 


1 A9MT\1 
XOZNUl 


09 CO 


26N 

4b Oil 


a JuX / 


2AP 


A9 £9 
44 Z • OZ 


9 AM 
Z OW 


9 CP1 *7 
Z Jul / 


zoCDl 


40 . Jl 


26N 


2 5P1 7 




j J • OX 


9 AM 
Z OW 


9 cm 7 

ZDul / 


z4CA 


C A 9 O 

jo . zy 


2fiM 

a UiM 


9 CP1 7 
Z jtl / 


X O JW 


A7 79 
O / • / Z 


9 AM 
ZON 


9 CP1 *7 
ZDul / 


lo2CA 


96 . 10 


23PA 


9 CP1 7 
Z JuX / 




1 1 Aft 
j J • OO 


z JCA 


9 cm 9 

Z Jul / 


24C 


66 . 27 


23PA 


2 CP1 7 
Z JuX / 


2 Apm 


70 7*\ 

/ 7 • / J 


Z jLA 


9 CP1 *7 
Z Jul / 




C9 OA 

j J . 84 


21PA 

J\-A 


9CP1 7 


z juunz 


AO 17 


z JCA 


9 CP1 T 

z dCI / 


24CA 


A O CO 

49 . 58 


2AN 


9CP1 7 
4 JuX / 


2 CP 


71 R1 
/ X • JX 


9 AKI 

Z4N 


9 CP1 9 
Z Jul / 


Z4C 


T) CO 

32 .59 


24N 


25C17 


26CD1 


59 . 47 


24N 


25C17 


19NE2 


47.60 


24N 


25C17 


230OH2 


73.74 


24N 


25C17 


24CA 


16.96 


25C 


25C17 


162ND1 


79.14 


25C 


25C17 


24C 


38.92 


25C 


25C17 


26CD1 


55.45 


25C 


25C17 


19NE2 


79.80 


25C 


25C17 


24CA 


56.38 


25C 


25C17 


163N 


62.85 


25C 


25C17 


162CA 


90.50 


1610 


25C17 


162ND1 


62.06 


1610 


25C17 


230OH2 


90.45 


1610 


25C17 


163N 


60.08 


1610 


25C17 


162CA 


33.46 


162ND1 


25C17 


19NE2 


71.55 



WO 97/16177 



PCT/US96/175I2 



TABLE XVn 



162ND1 


25P17 

X X / 


163N 


44 58 


1 69NH1 

X OXlvUX 


95^1 7 
Z3wX / 


1 £9Pa 


"J Q "TO 


24P 


25P17 
» w w x / 


26PD1 

X w wwX 


48 36 


24P 

X TB W 


9SP1 7 


1 QKTP9 


w / . 


24P 

X T« W 


25P17 

XWwX / 


24PA 

x *■ w/\ 


18 38 

x o • w o 


26pm 


XwwX / 


9 APK 


46 .21 


1 9 ME 9 


m «J V- X / 


93 0£>H2 


73 47 


1 0MP9 

X 7CVCtX 


9 7 
xDwX / 


9 Ar«iv 


CO 1 o 


230OH2 


25P17 


24PA 

X VwA 


89 69 

o w « w w 


1 fi3N 


9 5P1 7 

XWwX / 


XO^wA 


O O A A 

26 . 44 




25P18 


1610 

X w Xw* 


91 87 

^ X • o / 


X WOVj 


9 5P1 8 

X WwXO 


9 Ron 


OA 1 A 

20 . 14 


25SG 


25P18 


23PA 


98 61 

w w • w x 


25^G 
x w wvjr 


95P1 8 

X WwXO 


XO Xw 


OO . Jo 


25SG 


25P18 

X Jv X o 


230 

X WW 


83 74 

ow • t *m 


95^G 
x w Ow 


95P1 8 
x ww x O 


9^r 

X J W 


OJ • XO 


X JOU 


2 5P18 
x w^~x o 


162ND1 


47 66 


X www 


95P1 8 




R7 


25SG 


25P18 


25N 


40 60 


1610 

X w XW 


95P1 8 

x WwX O 


XO Xw 




1610 


25C18 

X W w X V 


162ND1 

X V X <KWX 


67 18 

V # • X o 


1610 

X UXw 


2 5P18 

X WwXO 


162PA 


3 R 14 


230OH2 


25P18 


23PA 

X J wX% 


43 13 


230OH9 

X J U wllx 


95P1 8 


93n 

x J VJ 


Qfl 
OO » OO 


230OH2 


25C18 

X WW X w 


23C 

X «s w 


61 23 

W X • x w 


25PB 

X W WB 


95P1 8 

X W w X O 


23PA 


84 09 
0% • Ux 


25CB 


25C18 

x w w x o 


161C 

X U X w 


98 23 

J O • X -J 


25PB 

x ww«D 


95P1 8 

X WwXO 


93n 

X WW* 


77 *;q 

/ / • WW 


25CB 


25C18 


23C 


72 21 

/ X • X X 


25PB 

X WWB 


25P18 

X ww X o 


162MH1 


43 49 
*w . *w 


25CB 


25C18 


162CA 


68.17 


25CB 

X W WO 


25P18 

X WwXO 


25N 


30 01 


23CA 


25C18 


230 


30 55 

J W • w w 


2 3 PA 

X J W4T\ 


25P18 

XwwX O 


23P 

X«J w 


1 Q 90 

Xw .xw 


23CA 

X W W«l 


25P18 

X J w X O 


25N 


58 Ofi 


1 fil p 


95P1 8 
x wwx O 


XOxXMJJX 


74 
Ow • / 4 


161P 


25P18 

X wwX O 


1 fi9PA 

X UX wA 


w U • x U 


970 


9 8>P1 P 
x WwXO 


9^P 

X Ww 


1 *N 9 R 

X w • x w 


230 


25P18 


25N 

X Jll 


47 fiO 


93P 

X WW 


9^P1 8 
x JLIO 


9 5M 
x wiN 


4*^ 1 7 
• X / 


162ND1 


25P18 

X JV. X o 


162PA 

x O X V.n 


39 32 

J 7 • J X 


x D xiAliyx 


9RP1 8 
x wwXO 


95M 
x jW 


79 9fi 
/ x . Z O 


162PA 


25P1 8 

x J wX O 


25N 
x 


Qfi 88 
3D • OO 


oou 


9^P1 Q 
ZDwX J 


0 /wCoX 


1 7 
00,1/ 


660 


25P19 


67ptyi 

O / wUx 


54 99 
w4 . 7« 


lOUU 


xDwX^ 


1 ^1 p 

XOXw 


R9 flA 
Dx • o4 


1600 


25P19 

X J v. X J 


161PA 


35 03 


i fion 


95P1 Q 
x WwX w 


X 0 1U 


QR 

Ow . jj 


160O 

J- V V v 


25P19 


162N 

X W All 


57 3fi 
J / . JO 


P / w£iX 


95P1 Q 
x WwX w 


£7pm 

O /wiVX 


17 17 
X / • X / 


161C 


25C19 

X WW X w 


161CA 

x w x w«v 


18 68 


161P 
X O Xw 


95P19 

X WwX 7 




14 83 
14 • Ow 


161C 


25C19 

X w wx w 


162N 


15 27 

Xw • X / 


161PA 


95P1 9 

x wwX w 


1 CIA 
XOXw* 


9Q 09 
xw . Ux 


161CA 


25P19 


1 62N 

X OXll 


98 85 
XO • Ow 


101U 


xDwXw 


1 £9M 
XOxiN 


9 C 1 7 
x 0 . J / 


660 


25P20 

X W w X w 


67PD1 


61 25 

\J X • X w 


si OU 


95P90 

X WwX V 




Q4 4£ 


660 


25C20 


www 


9 87 




25P2 0 

X W w A U 




AQ 4Q 
07 • 47 


OOVJ 


25C20 


67CE1 


71 . 63 


660 


25C20 


26CB 


36.33 


67CD1 


25C20 


66C 


52.72 


67CD1 


25C20 


68SD 


78.08 


67CD1 


25C20 


67CE1 


17.64 


67CD1 


25C20 


26CB 


92.78 


163CB 


25C20 


68SD 


53,55 


163CB 


25C20 


163N 


29.80 


163CB 


25C20 


134CB 


65.83 


163CB 


25C20 


26CB 


58.92 


66C 


25C20 


68SO 


74.07 


66C 


25C20 


67CE1 


62.03 


66C 


25C20 


26CB 


46.18 


68SD 


25C20 


67CE1 


95.08 


68SD 


25C20 


163N 


82.16 


68SD 


25C20 


134CB 


71.67 



WO 97/16177 



PCT/US96/17512 



TABLE XVH 



68SD 


25C20 


26CB 


55.82 


163N 


25C20 


134CB 


62 


.79 


163N 


25C20 


26CB 


80.06 


67CD1 


25C21 


209CD2 


74 


.52 


67CD1 


25C21 


67CE1 


21.15 


67CD1 


25C21 


660 


65.47 


67CD1 


25C21 


68SO 


94.26 


67CD1 


25C21 


67CA 


41 


.35 


67CD1 


25C21 


67CG 


10.50 


67CD1 


25C21 


209CG 


78 


.82 


67CD1 


25C21 


66C 


53.86 


209CD2 


25C21 


67CE1 


74 


.15 


209CD2 


25C21 


68SD 


93.95 


209CD2 


25C21 


134CB 


66 


.63 


209CD2 


25C21 


67CA 


99.15 


209CD2 


25C21 


67CG 


80 


.75 


209CD2 


25C21 


209CG 


13.43 


209CD2 


25C21 


68CE 


78 


.53 


67CE1 


25C21 


660 


75.62 


67CE1 


25C21 


67CA 


60 


.36 


67CE1 


25C21 


67CG 


30.58 


67CE1 


25C21 


209CG 


82 


.83 


67CE1 


25C21 


66C 


64.25 


660 


25C21 


68SD 


70 


.26 


660 


25C21 


67CA 


36.25 


660 


25C21 


67CG 


56 


.88 


660 


25C21 


68CE 


92.80 


660 


25C21 


66C 


11 


.70 


68SD 


25C21 


134CB 


81.96 


68SD 


25C21 


67CA 


59, 


.58 


68SD 


25C21 


67CG 


85.39 


68SD 


25C21 


209CG 


80. 


.91 


68SO 


25C21 


68CE 


22.58 


68SD 


25C21 


66C 


74. 


,79 


134CB 


25C21 


209CG 


61.74 


134CB 


25C21 


68CE 


60. 


.74 


67CA 


25C21 


67CG 


30.85 


67CA 


25C21 


209CG 


95. 


.15 


67CA 


25C21 


68CE 


78.69 


67CA 


25C21 


66C 


29. 


.16 


67CG 


25C21 


209CG 


82.94 


67CG 


25C21 


68CE 


99. 


.01 


67CG 


25C21 


66C 


45.56 


209CG 


25C21 


68CE 


65. 


12 


68CE 


25C21 


66C 


97.17 


163N 


25C22 


163CB 


41. 


38 


163N 


25C22 


162C 


21.72 


163N 


25C22 


163CA 


22. 


86 


163N 


25C22 


1620 


35.18 


163N 


25C22 


162CA 


35. 


98 


163N 


25C22 


162N 


54.90 


163N 


25C22 


134CB 


83. 


08 


163N 


25C22 


25SG 


48.42 


163N 


25C22 


161C 


68. 


41 


163N 


25C22 


68SD 


98.47 


163N 


25C22 


1610 


68. 


27 


163N 


25C22 


134CA 


66.14 


163CB 


25C22 


162C 


60. 


85 


163CB 


25C22 


163CA 


23.53 


163CB 


25C22 


1620 


65. 


54 


163CB 


25C22 


162CA 


77.32 


163CB 


25C22 


162N 


96. 


04 


163CB 


25C22 


134CB 


83.53 


163CB 


25C22 


25SG 


60. 


46 


163CB 


25C22 


660 


95.09 


163CB 


25C22 


68SO 


58. 


15 


163CB 


25C22 


134CA 


68.94 


162C 


25C22 


163CA 


38. 


46 


162C 


25C22 


1620 


18.52 


162C 


25C22 


162CA 


21. 


19 


162C 


25C22 


162N 


35.80 


162C 


25C22 


134CB 


73. 


18 


162C 


25C22 


25SG 


61.51 


162C 


25C22 


161C 


51.73 


162C 


25C22 


1610 


56.33 


162C 


25C22 


134CA 


58. 


55 



I To 



WO 97/16177 



PCT/US96/I7512 



TABLE XVH 



1 C^OX 

XoJCA 


O COO O 




A O 1 O 

42 • 12 


163CA 


25C22 


162CA 


57.32 


163GA 


o coo o 
25C22 


162N 


o ^ o e? 

74 .25 


163CA 


25C22 


134CB 


72.12 


163CA 


o coo o 
25C22 


o c oo 
25SG 


61 . 97 


163CA 


25C22 


161C 


89.59 


163CA 


o eoo o 

25C22 


C Q o t*» 

68SD 


76 . 50 


163CA 


25C22 


1610 


90.96 


163CA 


o e/^o o 

25C22 


134CA 


55.19 


1620 


25C22 


162CA 


34.60 


1620 


o r/io o 

25C22 


1 /T Out 

162N 


40 .22 


1620 


25C22 


134CB 


54.86 


1620 


25C22 


O C no 

25SG 


79 .79 


1620 


25C22 


161C 


57.52 


* ^ oa 
1620 


O C AO o 

25C22 


1610 


66 . 63 


1620 


25C22 


134CA 


41.20 


1 COO* 

162CA 


O CPl o 

25C22 


162N 


OA 1 ^ 

20 . 16 


162CA 


25C22 


134CB 


87.29 


1 £ OO* 


O C OO o 


O C CO 

25SG 


55 • 65 


162CA 


25C22 


161C 


32.48 


IbzCA 


25C22 


1610 


35 . 17 


162CA 


25C22 


134CA 


75.53 


1 COM 


O C/iO O 


134CB 


81.91 


162N 


25C22 


25SG 


71.75 


1 COXY 


1 coo O 

25C22 


1 £1 o 

161C 


17 .31 


162N 


25C22 


1610 


28.19 


1 COM 


o coo o 
25C22 


134CA 


Of O 4 

75 .24 


134CB 


25C22 


161C 


94.20 


1 ^ /ion 


o cooo 
25C22 


68SD 


76.86 


134CB 


25C22 


134CA 


17.24 


o coo 


o coo o 
25C22 


lolC 


o t e a 

71.58 


25S6 


25C22 


660 


87.43 




o coo o 


1610 


59 . 61 


161C 


25C22 


1610 


14.91 




o coo o 
25C22 


134CA 


90 .49 


660 


25C22 


68SD 


61.09 


boSD 


o coo o 
25C22 


13 4CA 


77 .47 


1610 


25N23 


25SG 


96.69 


lolO 


O CM O *3 

25N23 


162ND1 


87 .98 


1610 


25N23 


161C 


7.60 


lolO 


O CXTO o 

25N23 


162CA 


42 . 67 


1610 


25N23 


162CB 


53 .10 


lolO 


O C KTO ^ 

25N23 


1 ^ o«* 

162N 


24 .12 


1610 


25N23 


162CG 


72.20 


lolO 


O CMO O 

25N23 


162CE1 


99 . 02 


25SG 


25N23 


162ND1 


58.85 


ZD 


O CMO ^ 

25N23 


1 f 1 o 

161C 


90 .78 


25SG 


25N23 


162CA 


65.10 




O CXTO 

23N2 J 


1 ^Oow 

162CB 


74 . 63 


25SG 


25N23 


25CB 


22.39 


o tier* 


O CXTO o 

2DN23 


1 £ OX1 

162N 


78 .71 


25SG 


25N23 


162CG 


65,53 




O CXTO T 


162CE1 


56 .82 


162ND1 


25N23 


161C 


80.81 




O CKTO *5 

25N23 


162CA 


47 . 69 


162ND1 


25N23 


162CB 


35.43 




O CMO 1 


25CB 


47 .77 


162ND1 


25N23 


162N 


64.92 


lbzNDl 


o cxto ^ 
2 5N23 


^ ^ooa 

162CG 


16 . 11 


162ND1 


25N23 


162CE1 


11.08 


161C 


25N23 


162CA 


35.07 


161C 


25N23 


162CB 


46.35 


161C 


25N23 


162N 


16.53 


161C 


25N23 


162CG 


65.21 


161C 


25N23 


162CE1 


91.80 


162CA 


25N23 


162CB 


20.44 


162CA 


2SN23 


25CB 


73.45 


162CA 


25N23 


162N 


18.55 


162CA 


25N23 


162CG 


33.95 


162CA 


25N23 


162CE1 


58.16 


162CB 


25N23 


25CB 


75.17 


162CB 


25N23 


162N 


31.96 


162CB 


25N23 


162CG 


19.34 


162CB 


25N23 


162CE1 


46.49 


25CB 


25N23 


162N 


90.62 


25CB 


25N23 


162CG 


59.94 



in 



WO 97/16177 



PCT/US96/17512 



TABLE XVH 



25CB 


25N23 


162CE1 


41.59 


162N 


25N23 


162CG 


49 81 


162N 


25N23 


162CE1 


75.77 


162CG 


25N23 


162CE1 


27 14 


1610 


25C24 


162ND1 


71.20 


1610 


25C24 


25SG 


68 ft7 


1610 


25C24 


25CB 


86.70 


1610 


25C24 


162CE1 


fid 02 


1610 


25C24 


161C 


5.61 


1610 


25C24 


162CG 


60 27 


230OH2 


25C24 


19NE2 


82.86 


230OH2 


25C24 


23CA 


39 21 


162ND1 


25C24 


25SG 


49.38 


162ND1 


25C24 


19NE2 


75 30 


162ND1 


25C24 


25CB 


42.32 


162ND1 


25C24 


162CE1 


12 fi<5 


162ND1 


25C24 


161C 


66.20 


162ND1 


25C24 


162CG 


13 50 


25SG 


25C24 


19NE2 


69.24 


25SG 


25C24 


25CB 


21 54 


25SG 


25C24 


162CE1 


51.86 


25SG 


25C24 


161C 


67 93 


25SG 


25C24 


23CA 


75.54 


25SG 


25C24 


162CG 


55 53 


19NE2 


25C24 


25CB 


50.50 


19NE2 


25C24 


162CE1 


63 .30 


19NE2 


25C24 


23CA 


49.37 


19NE2 


25C24 


162CG' 


88 70 


25CB 


25C24 


162CE1 


38.82 


25CB 


25C24 


161C 


84.51 


25CB 


25C24 


23CA 


72.33 


25CB 


25C24 


162CG 


53 .33 


162CE1 


25C24 


161C 


79.07 


162CE1 


25C24 


162CG 


25.60 


161C 


25C24 


162CG 


54.95 


230OH2 


25025 


23CA 


52.31 


230OH2 


25025 


220 


74.89 


230OH2 


25025 


23N 


49.81 


230OH2 


25025 


23C 


64.37 


23CA 


25025 


19NE2 


59 .20 


23CA 


25025 


25SG 


80.98 


23CA 


25025 


220 


33 .94 


23CA 


25025 


23N 


14.51 


23CA 


25025 


23C 


15.82 


19NE2 


25025 


25SG 


68.80 


19NE2 


25025 


220 


32 .41 


19NE2 


25025 


23N 


57.42 


19NE2 


25025 


23C 


55.28 


25SG 


25025 


220 


87.84 


25SG 


25025 


1610 


56.79 


25SG 


25025 


23N 


93.48 


25SG 


25025 


23C 


65.16 


220 


25025 


23N 


26.63 


220 


25025 


23C 


39.45 


23N 


25025 


23C 


29.23 


162ND1 


25C26 


1610 


70.33 


162ND1 


25C26 


162CG 


16.51 


162ND1 


25C26 


184CZ2 


61.61 


162ND1 


25C26 


162CB 


33.57 


162ND1 


25C26 


162CE1 


14.30 


162ND1 


25C26 


184NE1 


54 .26 


1610 


25C26 




62 7^ 


1610 


25C26 


162CB 


46.80 


1610 


25C26 


162CE1 


84.49 


162CG 


25C26 


184CZ2 


58.73 


162CG 


25C26 


162CB 


18.91 


162CG 


25C26 


162CE1 


27.71 


162CG 


25C26 


184NE1 


61.32 


184CZ2 


25C26 


162CB 


69.73 


184CZ2 


25C26 


162CE1 


53.77 


184CZ2 


25C26 


184NE1 


30.35 


162C3 


25C26 


162CE1 


46.35 


162CB 


25C26 


184NE1 


78.86 


162CE1 


25C26 


184NE1 


40.84 


1610 


25C27 


1610D1 


53.78 


1610 


25C27 


161C 


11.71 



WO 97/16177 



PCT/US96/17512 



TABLE XVn 



1610 


X VWX / 


162CB 


46 13 

• XJ 


1610 

X UXv 


25C27 

A mJ\* At / 


XOxiMx/X 


Ox . O / 


1610D1 

X W IwUl 


25C27 

X -J V*~ X 1 


161C 

X w Xw 


42 77 

~ X mil 


1610D1 


25C27 

At — / \— At / 


1 62PR 


D D . / v 


1610TVI 


25P27 


1 62ND1 


86 16 

OV i xu 


161P 


A. jL X / 




4U t j / 


161P 


25P97 
x v wx / 


X O Alii/X 


63 10 

uj i xv 


162PR 

IuavD 




XOxlML/x 


JU • 4 U 


X O XwVX 


25C28 


1370 


69 81 

w ^ • o x 


I6inni 

X W X Ui/X 


^5P9fi 

At JLZ O 


xoxU 


CA OQ 


I6inni 

X V XwX/X 


25P28 


137C 


53 96 


1610D1 


A> JLZ O 




33 • 7^ 


l 61 om 

X O XVJJJX 


25P28 


162CB 

X W X vS 


61 51 

OX a JX 


1610D1 

XOIUUX 


A) D\~m£ O 




1 1 O 


16mm 

X O 


a _>wx o 


138N 

X *J OH 


47 36 


XOXVJx/X 


0 *?P7fl 




AO Q»t 

4x^ . oo 


1370 


25P28 

X X O 


137P 


15 86 

X J • oo 


1370 


x 




/ U . zl 


1370 

X J / W 


25C28 


137CB 

X J 1 vO 


37 24 


X ml / W 


9 *?P7 ft 






1370 


25C28 


161CG 


80 00 

Ow • WW 


1370 


25P2 8 


1 ^8M 
X J ow 


77 A A 


1370 


25C28 


184CH2 

X W HV*ilA 


55 56 


1610 

X uxu 


25P28 

aj JL* O 


1 ^7PR 

1J / wx> 


84 76 

Of* . / D 


1610 

a w x 


25C28 

X «JW X O 


162CB 


45 37 


1610 

xvXV 


25P28 

At JSmtmrn* O 


1D1V-U 


49 97 


1610 


25C28 

X W» X o 


161C 

X W X\« 


13 42 

X«J • At 


137C 


25P28 


1 84PZ2 


81 49 

Ol • 


137C 


25C28 


137CB 


32 .38 


137C 

XV # v» 


25P28 

X W»X O 


162PB 

X w X wo 


78 21 

/ O . X X 


137C 


25C28 


16 ICG 

X W X W VJ 


64 18 

\J*m . Xu 


137C 

X J / W 


25P28 

Al JV«A O 


138N 

X J Oil 


15 77 

X J ml* 


137C 


25C28 


184CH2 


68 .22 


137C 


25P28 

X -J Wx O 


161P 

X O XV. 


90 09 


184CZ2 


2SC28 

X W»X 0 


137CB 


63 63 


184C22 


25P28 

x Jv« O 


162PB 

X O x WD 


70 10 


184CZ2 


25C28 


13 8N 

X J Oil 


96 79 


184CZ2 

XO*aV»A«Ai 


25P28 

£J^x O 


184PH2 

XOvWXlx 


15 79 

X J . / x 


137CB 

XV 1 V»0 


25C28 


162CB 


47 93 


137PB 


25P28 

x j V-x O 


1 fil Pfi 


fi7 40 


137CB 


25C28 

X *J W X O 


138N 

x J On 


45 63 


1 37PR 


At VWX O 


1 RAPH9 

X D4LIl£ 


^fi 70 
3D. / U 


137CB 

X*J / \«P 


25C28 


161C 

X UaV# 


73 01 

/ <J • l/X 


IOaLD 


25P28 

x JLZ O 


1 6 IPG 


66 79 

OO • / x 


162CB 

X UX WX? 


25C28 

At _JV»X O 


138N 

X -> Oil 


87 00 


1 62^ 


25P28 

6JLX O 




7fi 5n 
/D.JO 


162CB 

X WX\» P 


25C28 

At JV»6 W 


161C 

X V Xw 


39 92 


1 6 ICG 


25P28 

X ^^.At O 


1 *^8N 

X J OxM 


55 54 


16 ICG 


25C28 


161C 


39 76 


X J OxM 


x jLx O 


xo t* wnx 


ft9 P4 

O x • O 4 


13 8N 


25C28 

At «J W X O 


161C 

X w XV. 


88 57 


X O XVJL/X 


X a> 27 


1 fi1 pn 


17 77 

x / . / / 


1610D1 


25C29 

At <JV< At V 


161CB 

X W X wX? 


38 20 
jo t aw 


161 oni 


9 5P29 


1 37P 
XJ /w 


fi9 75 


161QD1 


25C29 

Aj JV^A 7 


13 8N 
x-> on 


63 3 fi 


1 £ i nm 


x DLx 27 


X o xu 


fi7 4 A 
O / . *4 O 


1610D1 


25C29 

At JV»« J 


1370 


Ow • O / 


1 fii nni 

X OXVJUX 


x jLZ y 


1 ^ QPA 
X J OUi 


77 4ft 


1610D1 


25P29 

At JWii? 


137PB 


OO • jw 




x JLZ 7 


1 fi! p 


31. O J 


lolODl 


25C29 


137CA 


57 . 43 


1610D1 


25C29 


137N 


38.54 


1610D1 


25C29 


161ND2 


20.78 


1610D1 


25C29 


162CB 


69.24 


1610D1 


25C29 


138CB 


70.48 


1610D1 


25C29 


161CA 


39.44 


1610D1 


25C29 


162N 


49.70 


161CG 


25C29 


161CB 


23.57 


161CG 


25C29 


137C 


84.96 


16 ICG 


25C29 


138N 


74.84 


161CG 


25C29 


1610 


62.41 


16 ICG 


25C29 


138CA 


84.52 


16 ICG 


25C29 


137CB 


84.24 


161CG 


25C29 


161C 


49.09 


16 ICG 


25C29 


137CA 


74.70 


16 ICG 


25C29 


137N 


55.87 



in 



WO 97/16177 



PCT/US96/17512 



TABLE XVn 



16 ICG 


25C29 


161ND2 


11.82 


16 ICG 


25C29 


162CB 


78 


.89 


16 ICG 


25C29 


138CB 


72.41 


161CG 


25C29 


161CA 


31 


.89 


16 ICG 


25C29 


162N 


S3 .19 


161CB 


25C29 


138N 


98 


.38 


161CB 


25C29 


1610 


43.85 


161CB 


25C29 


137CB 


99.44 


161CB 


25C29 


161C 


35.43 


161CB 


25C29 


137CA 


94, 


.94 


161CB 


25C29 


137N 


76.23 


161CB 


25C29 


161ND2 


33. 


.15 


161CB 


25C29 


162CB 


75.97 


161CB 


25C29 


138CB 


91.71 


161CB 


25C29 


161CA 


16.99 


161CB 


25C29 


162N 


46. 


.28 


137C 


25C29 


13 8N 


19.59 


137C 


25C29 


1370 


17. 


.39 


137C 


25C29 


138CA 


35.03 


137C 


25C29 


137CB 


35. 


.61 


137C 


25C29 


137CA 


20.11 


137C 


25C29 


137N 


34. 


.13 


137C 


2SC29 


161ND2 


78.64 


137C 


25C29 


162CB 


84. 


64 


137C 


25C29 


138CB 


50.91 


137C 


25C29 


162N 


96. 


62 


13 8N 


25C29 


1370 


32.46 


13 8N 


25C29 


138CA 


20. 


27 


13 8N 


25C29 


137CB 


52.67 


13 8N 


25C29 


137CA 


33. 


41 


13 8N 


25C29 


137N 


37.77 


138N 


25C29 


161ND2 


65. 


96 


13 8N 


2SC29 


162CB 


98.96 


13 8N 


25C29 


138CB 


32. 


14 


1610 


25C29 


137CB 


93.41 


1610 


25C29 


161C 


16.38 


1610 


25C29 


137N 


91.81 


1610 


25C29 


161ND2 


74. 


07 


1610 


25C29 


162CB 


47.11 


1610 


25C29 


161CA 


30. 


52 


1610 


25C29 


162N 


27.28 


1370 


25C29 


138CA 


39. 


55 


1370 


25C29 


137CB 


39.61 


1370 


25C29 


137CA 


32. 


50 


1370 


25C29 


137N 


49.84 


1370 


25C29 


161ND2 


95. 


83 


1370 


25C29 


162CB 


87 .74 


1370 


25C29 


138CB 


58. 


44 


138CA 


25C29 


137CB 


70.56 


138CA 


25C29 


137CA 


52. 


71 


138CA 


25C29 


137N 


57.82 


138CA 


25C29 


161ND2 


73. 


59 


138CA 


25C29 


138CB 


19.26 


137CB 


25C29 


161C 


82. 


69 


137CB 


25C29 


137CA 


20.23 


137CB 


25C29 


137N 


32.22 


137CB 


25C29 


161ND2 


84.94 


137CB 


25C29 


162CB 


49. 


44 


137CB 


25C29 


136CB 


84.72 


137CB 


25C29 


161CA 


89. 


09 








D / . / J. 


1 Clp 




i. J / \~J\ 


89. 


83 


161C 


25C29 


137N 


76.15 


161C 


25C29 


161ND2 


60. 


90 


161C 


25C29 


162CB 


43.16 


161C 


25C29 


161CA 


18. 


88 


161C 


25C29 


162N 


15.26 


137CA 


25C29 


137N 


18. 


89 


137CA 


25C29 


161ND2 


71.91 


137CA 


25C29 


162CB 


66. 


00 


137CA 


25C29 


138CB 


65.00 


137CA 


25C29 


161CA 


89. 


85 


137CA 


25C29 


162N 


76.62 


137N 


25C29 


161ND2 


53. 


90 


13 7N 


25C29 


162CB 


64.20 


137N 


25C29 


138CB 


63. 


74 



WO 97/16177 



PCT/US96/17512 



TABLE XVn 



137N 


25C29 


161CA 


72.67 


137N 


25C29 


162N 


65.28 


161ND2 


25C29 


162CB 


88.34 


161ND2 


25C29 


138CB 


60.67 


161ND2 


25C29 


161CA 


43.56 


161ND2 


25C29 


162N 


64.33 


162CB 


25C29 


161CA 


59 


.23 


162CB 


25C29 


162N 


29.75 


161CA 


25C29 


162N 


29 


.47 


1370 


25C30 


143NE2 


59.46 


1370 


25C30 


184CZ2 


69 


.76 


1370 


25C30 


137C 


14.57 


1370 


25C30 


138CA 


35 


.79 


1370 


25C30 


184CH2 


56.99 


1370 


25C30 


13 8N 


26 


.64 


143NE2 


25C30 


184CZ2 


83.66 


143NE2 


25C30 


137C 


71 


.37 


143NE2 


25C30 


138CA 


63.07 


143NE2 


25C30 


184CH2 


68 


.61 


143NE2 


25C30 


138N 


72.68 


184CZ2 


25C30 


137C 


78.03 


184CZ2 


25C30 


184CH2 


16.45 


184CZ2 


25C30 


13 8N 


93.46 


137C 


25C30 


138CA 


30.17 


137C 


25C30 


184CH2 


67 


.67 


13 7C 


25C30 


13 8N 


15.43 


138CA 


25C30 


184CH2 


92 


.20 


138CA 


25C30 


138N 


17.17 


184CH2 


25C30 


13 8N 


82 


.69 


184CZ2 


2SN31 


184NE1 


33.41 


184CZ2 


25N31 


184CE2 


17 


.32 


184CZ2 


25N31 


162ND1 


57.89 


184CZ2 


25N31 


19NE2 


96 


.35 


184NE1 


2SN31 


184CE2 


16.98 


184NE1 


25N31 


162ND1 


53 


.50 


184NE1 


25N31 


19NE2 


63.65 


184CE2 


25N31 


162ND1 


57 


.86 


184CE2 


25N31 


19NE2 


80.63 


162ND1 


25N31 


19NE2 


68 


.39 


184NE1 


25C32 


184CE2 


19.92 


184NE1 


25C32 


184CZ2 


38 


.87 


184NE1 


25C32 


19NE2 


81.55 


184NE1 


25C32 


190E1 


51.17 


184NE1 


25C32 


19CD 


64.02 


184NE1 


25C32 


184CD1 


13 


.69 


184NE1 


25C32 


162ND1 


58.56 


184NE1 


25C32 


162CE1 


44 


.43 


184CE2 


25C32 


184CZ2 


20.46 


184CE2 


25C32 


190E1 


70 


.66 


184CE2 


25C32 


19CD 


83.94 


184CE2 


25C32 


184C01 


29 


.80 


184CE2 


25C32 


162ND1 


62.83 


184CE2 


25C32 


162CE1 


52 


.80 


184CZ2 


25C32 


190E1 


86.31 


184CZ2 


25C32 


184CD1 


50 


.14 


184CZ2 


25C32 


162ND1 


60.09 


184CZ2 


2SC32 


162CE1 


56 


.05 


19NE2 


25C32 


190E1 


31.34 


19NE2 


25C32 


19CD 


17 


.91 


19NE2 


25C32 


184CD1 


75.00 


19NR2 


25C32 




75 


.92 


1 QMF2 








190E1 


25C32 


19CD 


16 


.54 


190E1 


25C32 


184CD1 


47.47 


190E1 


25C32 


162ND1 


56 


.39 


190E1 


25C32 


162CE1 


44.21 


19CD 


25C32 


184CD1 


57 


.09 


19CD 


25C32 


162ND1 


70.79 


19CD 


25C32 


162CE1 


60 


.09 


184CD1 


25C32 


162ND1 


69.23 


184CD1 


25C32 


162CE1 


53 


.91 


162ND1 


25C32 


162CE1 


16.00 


184NE1 


25033 


190E1 


71 


.37 


184NE1 


25033 


19CD 


86.43 


184NE1 


25033 


184CE2 


20 


.79 


184NE1 


25033 


184CD1 


17.17 



WO 97/16177 



PCT/US96/17512 



TABLE XVn 



184NE1 






60 07 


1 qaktci 

X04JN&X 


^ wOJ J 


184CZ2 


41 . 79 


184NE1 


25033 




76 01 


1 ft 


^ wUJ w 


19CG 


80.45 


184NE1 


25033 


184PD2 


16 63 


1 ft/llSTIM 

xo4rjr*x 


Z wOJi 


lozNEz 


50 . 59 


184NE1 


2 5033 

» WWW J 


X o**ww 


13 79 

XW .14 


1 ftAMTTI 
X04MiLX 


ZwOo3 


162CG 


72.21 


184NE1 


25033 

4b W V J W 


95PR 


97 AP 
w W . «*0 




^50w3 


19NE2 


40.72 


190E1 


25033 




Z X . **4 


iyubi 


^wQ33 


184CE2 


91.61 


19QE1 


25033 

4b WWW W 




61 45 

OX ■ Sbw 


xyuiix 


zbU33 


162CE1 


59.41 


19QE1 


25033 

A WWW w 


1 69nhi 


7*1 *15 


1 Qnvr 1 
X^UCiX 


wU3 3 


19CG 


30.46 


190F1 


9 5033 

4& WWW W 


I84pn9 


87 96 

O / .ZD 




£ wU33 


162NE2 


64 . 69 


190E1 


95f)33 

^ WWW w 


i84pn 

X O 4ft ww 


79 71 

/ 4b • / X 


1 Q/M?1 


4fi WOJJ 


lozCG 


83 .38 


190E1 


25033 

a* Www W 


9 5PB 

4b JV»C 


44 77 


1 QKTCO 


ZwOJJ 


19CD 


22 . 85 


19NE2 


25033 

4b WWW W 




Q5 9R 
3 w . Z O 




4^3033 


162CE1 


91 . 27 


19NE2 


25033 

^ www w 


i 69wni 


Q7 51 

w / • wx 


1 Okte*o 


I w033 


1 GAP 

19CG 


32 .33 


19NE2 


25033 

A www w 


9 5PW 

4b WwD 


55 91 




2 5033 


184CD1 


72 . 73 


19CD 


95033 

A www w 


1 69PV1 
x OZwlL»X 


7Q Q1 

/ w • JfX 




25033 


162ND1 


ft *1 i»F 

92 . 65 


19CD 


95H33 

www w 


-L WWW 


15 5** 

XW • WW 


1 Qr*r> 
IzJwU 


2 w033 


lozNEZ 


ft C ft ft 

85 . 98 


19CD 


25033 

www w 


184PH 


fil 64. 
Ow • 04 


xyLU 


2 w03 3 


O CPO 


c e ift 

55 . 10 


184CE2 

^ W V W Aa*4b 


25033 

*• WWW «J 


184PD1 


35 89 

WW* OZ 


X04wC«4& 


2 ww J 3 


XOZwEl 


c c rto 
00 . 09 


184CE2 

U nB V» 1>4 A> 


25033 

4b WWW W 


184PZ2 
io**v»4j4; 


91 flfi 
Zl • 00 




2 303 3 


lbzNUl 


7o . 32 


184CE2 


25033 
«* www w 




10 76 
Xu . / O 


X04w£i46 


2 3 Ow 3 


lOZNEZ 


C A OO 


184CE2 

Jm U nB Wu £t 


25033 

4b WWW J 


184Pf3 

X O M ww 


96 75 

Z O • / W 


Xo4w£i4& 


z wU3 3 


lozCG 


08 . 94 


184CD1 


25033 

www w 


162PE1 


68 79 

OO • / w 


X04wi/X 


9 Cm 7 
z wU3 3 


lo4wZZ 


C "7 CC 


184CD1 


25033 




87 99 
0 / • x j 


1 ftAPTVI 
X04wwX 


9 5m 1 


Xi7 ww 


04 . OZ 


184CD1 


25033 

www w 


184PD2 


97 61 




9 cm 1 

ZDUj w 


X0Z«N£<Z 


01.00 


184CD1 

A. W *B WJWJ. 


25033 

At www w 


184PH 

lOM WW 


1 1 9Q 


Xo4wJJX 


ocm 7 

Z DU3 3 


xoZLw 




184CD1 


25033 

www w 


9 5PR 

4» w wD 


93 60 


1 fi9r*T?i 


Z Dw3 3 


Xo4w^Z 


ci en 

b / . wU 


162CE1 


25033 

<*- www w 




90 07 

ZU • V / 


1 COr^TTI 
XDZwCiX 


Z DU3 3 




0 0 /I ft 
89 . 40 


162CE1 

VJ 4b WWX 


2503 3 

^ www w 


lOH wUZ 


79 no 

/ Z • UU 


XOZwiLX 


Z www 3 


loZNEz 


11 . 22 


'162CE1 


2503 3 

a www w 


1 84pn 

XO **wW 


79 Q9 

/ 46 • jZ 


1 C9r , T?i 


0 cm 7 
ZOU33 


1d2CG 


25 . 06 


162CE1 


25033 

x» www w 


25PR 

4b JV»D 


41 4Q 
fA X . *bj 




ocm 1 

Z3U3 3 


1 oZNUl 


/ 0 . 13 


1 ft/ir i 79 

Xo4w6Z 




xo4wDz 


Jl . 61 


184CZ2 


25033 


162NE2 


56.74 


184CZ2 


25033 


184CG 


48.49 


184CZ2 


25033 


162CG 


60.18 


162ND1 


25033 


184CD2 


84.61 


162ND1 


25033 


162NE2 


25.95 


162ND1 


25033 


184CG 


89.59 


162ND1 


25033 


162CG 


11.10 


162ND1 


25033 


25CB 


42.38 


19CG 


25033 


184CD2 


91.76 


19CG 


25033 


162NE2 


93.17 


19CG 


25033 


184CG 


74.56 


19CG 


25033 


25CB 


70.08 


184CD2 


25033 


162NE2 


61.34 


184CD2 


25033 


184CG 


17.21 


184CD2 


25033 


162CG 


78.20 



WO 97/16177 



PCT/US96/17512 



TABLE XVn 



162NE2 


25033 

X J W J J 


184CG 

X SJ IB WW 


63 . 94 


162NE2 

X U 41l wX 


2 5ft3 3 

X JwJ J 


1 67rvs 

XOX ww" 


XO . u J 


162NE2 


25033 

X J W J J 


X Jwaj 


52 56 

J X • J VJ 


184PG 

XV *• W VJ 


2 5ft3 3 

X JwJ J 


1 Gone 

XOXww- 


AC Q"! 

o j . y j 


162PG 


25033 
x j w j j 


25PR 

X J LD 


j j * 


1 ftAWTM 

XOfiiMCtX 


7 5ft <^ 
x jUo4 




18 . 11 


184NE1 


25Q34 

x JvJ « 


184CZ2 


33 70 

J J • / V 


X04IMLVX 


xDUj4 


1 own 


70 . 03 


1 ft 4 MR 1 


25ft34 

X JVJ V 


X OlWl 


15 57 

X J • j / 


1 AAlvTFI 


xDUJ4 


19CD 


C C AC 

56 . 05 


184NE1 


25034 

X JVJ T» 


19ftEl 

X j WXiX 


43 11 

** J • XX 


1 8APF0 
x 04w£tZ 


xDUJ4 


1B4CZ2 


18 . 11 


184PE2 


25Q34 


19ME2 




1 ft4r*T77 
x 04L£ia 


x jUj 4 


X0 4CD1 


^ O 1 A 

28 . 12 


184CE2 


25Q34 

X JwJ it 


19CD 

X J ww 


74 10 


1 ftAPFO 
X 04w£ix 


x 3w*j4 


xyoEi 


60 • 83 


184022 


25ft34 




97 89 

j / . Ox 


X04w£x 


x jUj4 


X04CD1 


A C A1 

46 . 02 


184CZ2 


25034 

At JWJ TB 


19CD 

X J WAS 


86 79 


1 AAP70 

XO 4 WAIX 


x jw*j 4 




72 . 54 


19NE2 


25034 
j w* j 


X UH wASX 


68 22 

U W> • X X 


1 91SJP9 

X jIM£jX 


x 3UJ4 


1 Qftn 


Xb • U j 


19NE2 


25034 


190E1 

X J w-EtX 


26 92 

AJ W • J Aj 


1 ftAPni 

X O *• wUX 


x jvJ J 4 


IjLLI 


Dx • Ox 


184CD1 


25034 

At JUJ T« 


190E1 

X J WCtX 


42 67 


1 Qpn 

X JwU 


7Rft^A\ 

x Jw*j4 


1 QOT71 


1 A 4 0 
14 . 42 


200 


25C35 

X J WJ J 


19NE2 


68 42 


2on 

X V w 1 


75P3 5 

X Jw J J 


1 Qpn 


on AC 
/U • 40 


200 


25C35 

X J W J J 


19CG 

X J WW 


55 17 

J J • X / 


x VJ w 


7 5P^5 

A> JWJ J 


1 QftT?1 


Q A Q Q 
04 . 70 


200 


25C35 


21NE2 

At AWBfc 


59 84 

J J • O TB 


2 on 

X VJw 


25P35 

X Jw J J 


71 ftPI 


co en 

J7 . jU 


19NE2 


25C35 


184NE1 


74 82 


1 9MP9 


75P35 

X JwJ J 


1 Qon 

X JwU 


XO . O j 


19NE2 

X ^ ilU X 


25C35 

X JwJ J 


19CG 

x j wvy 


33 10 

J J » X u 


1 QKTP9 
X 7lM£*x 


75P*^ 5 

X Jw J J 


Xo4wUX 


n c no 
to . u j 


19NE2 


25P35 

X JWJ J 


19QE1 

X J vCtl 


29 73 

x 7 . / j 


X71M£«x 


X JwJ J 


X04wHx 


Q Q OO 


184NE1 


25C35 

*» JwJ J 


X J WW 


61 33 

O X • J J 




7Rr»m 

X Jw J J 




f Q 1C 
0 7 ,40 


184NE1 


25C35 

X JwJ J 


184CT51 


18 20 

X O • X \J 


1 AAMF1 
X04iN£iX 


X JwJ J 




AC 1 O 

4o . iy 


184NE1 


X JwJ J 


184PE2 


15 64 

X J • o» 


1 Qr»n 


75P3 5 

X Jw J J 




on 1 o 

x* U . Xo 


19CD 


25C35 

x JwJ J 


184CD1 

X Otb wl 


59 00 


1 Qrn 

X J wi-r 


OCnlC 
X JwJ J 


1 Qnn 


1 c cc 


19CD 


25C35 

At JwJ J 


184PE2 

X O T* wXtX 


76 79 

/ o « / j 


X Jww» 


75ft^ Q 

X JwJ J 


XC54LUX 


OU • j 1 


19CG 


25C35 


X J \ / ■ « X 


31 00 

J X • W KJ 


X -7 ww" 


X Jw J J 


X 04wC*x 


Q A CO 
o4 . Ox 


184CD1 


25C35 


19ftEl 

X J WAX 


46 45 


1 ft4Pni 

X 04 wL/X 


X Jw J J 


X04wCiX 


oo on 


190E1 


25C35 

x JwJ J 


184PE2 

X O TB wdX 


61 48 


x XXMC«x 


7Cft^5 

X Jw J J 


7 1 nn 

xXUCiX 


oc n 
2o • / j 


21NE2 


25C36 

x JwJ vj 


2 on 

At WW* 


62 73 
ox. / j 


71 MT77 
x XJMJwx 


x Jw j D 


XXwJJ 


1 a no 
14 . Uo 


200 

A* WW 


25C36 

A* JwJ VJ 


i9Pfi 

X J ww 


49 13 

4 7 • XJ 


x \J\J 


X JwJ 0 


X XwJJ 


CO ovi 
j j . 84 


184CD1 


25P36 

X JwJ w 


1 84NF1 

X O t*1ME*X 


1 ft AO 
xO • *U 


Xo4 wL/X 


X Jw J 0 




1 £ VI A 

lo . 42 




x DC j 0 




A *7 OA 

27 . 92 


184CD1 


25C36 


19CG 


56.22 


184NE1 


25C36 


184CG 


28.30 


184NE1 


25C36 


184CE2 


16.44 


184NE1 


25C36 


19CG 


61.95 


184CG 


25C36 


184CE2 


27.91 


184CG 


25C36 


19CG 


70.47 


184CE2 


25C36 


19CG 


78.31 


21NE2 


25C37 


200 


79.74 


21NE2 


25C37 


21CD 


16.72 


21NE2 


25C37 


210E1 


29.73 


21NE2 


25C37 


20C 


72.88 


200 


25C37 


21CD 


66.28 


200 


25C37 


210E1 


66.79 


200 


25C37 


20C 


14.00 


21CD 


25C37 


210E1 


16.17 



WO 97/16177 



PCT/US96/17512 



TABLE XVH 



21CD 


25C37 


20C 


62 


.16 


210E1 


25C37 


20C 


66 


.88 


21NE2 


25C38 


21CD 


9 


.90 


21NE2 


25C38 


20O 


63 


.92 


21CD 


2SC38 


200 


54 


.43 


184CG 


25C40 


184CB 


20 


.90 


184CG 


25C40 


184CD2 


19 


.97 


184CG 


25C40 


184CD1 


18 


.76 


184CG 


25C40 


184CE2 


29 


.83 


184CG 


25C40 


184NE1 


29 


07 


184CG 


25C40 


184CE3 


34 


.09 


184CG 


25C40 


1840 


55 


.54 


184CG 


25C40 


184CA 


32 


.20 


184CB 


25C40 


184CD2 


36 


.24 


184CB 


25C40 


184CD1 


35 


.47 


184CB 


25C40 


184CE2 


50 


.10 


184CB 


25C40 


184NE1 


49 


.38 


184CB 


25C40 


184CE3 


43 


.19 


184CB 


25C40 


1840 


34.81 


184CB 


25C40 


184CA 


17 


.73 


184CD2 


25C40 


184CD1 


30 


.80 


184C02 


25C40 


184CE2 


17 


.77 


184CD2 


25C40 


184NE1 


29 


.02 


184CD2 


25C40 


184CE3 


17 


.34 


184CD2 


25C40 


1840 


69. 


.94 


184C02 


25C40 


184CA 


51.16 


184CD1 


25C40 


184CE2 


28, 


.86 


184C01 


25C40 


184NE1 


17 


.14 


184CD1 


25C40 


184CE3 


47. 


.95 


184CD1 


25C40 


1840 


66 


.59 


184CD1 


25C40 


184CA 


38. 


.47 


184CE2 


25C40 


184NE1 


17. 


.07 


184CE2 


25C40 


184CE3 


30. 


.61 


184CE2 


25C40 


1840 


84. 


.89 


184CE2 


25C40 


184CA 


61. 


.54 


184NE1 


25C40 


184CE3 


45. 


.35 


184NE1 


25C40 


1840 


82. 


69 


184NE1 


25C40 


184CA 


55. 


.30 


184CE3 


25C40 


1840 


71. 


49 


184CE3 


25C40 


184CA 


60. 


.55 


1840 


25C40 


184CA 


28. 


85 


184CD1 


25C41 


184CG 


21. 


.77 


184CD1 


25C41 


184NE1 


21. 


97 


184CD1 


25C41 


184C02 


35. 


07 


184CD1 


25C41 


184CE2 


34. 


98 


184CD1 


25C41 


184CB 


36. 


36 


184CD1 


25C41 


184CE3 


51. 


22 


184CD1 


25C41 


184CZ2 


50. 


86 


184CD1 


25C41 


184CA 


37. 


30 


184CG 


25C41 


184NE1 


35. 


87 


184CG 


25C41 


184CD2 


21. 


86 


184CG 


25C41 


184CE2 


35. 


60 


184CG 


25C41 


184CB 


19. 


28 


184CG 


25C41 


184CE3 


34. 


71 


184CG 


25C41 


184CZ2 


50. 


97 


184CG 


25C41 


184CA 


30. 


15 


184NE1 


25C41 


184CD2 


34. 


95 


184NE1 


25C41 


184CE2 


20. 


95 


184NE1 


25C41 


184CB 


54. 


49 


184NE1 


25C41 


184CE3 


50. 


02 


184NE1 


25C41 


184CZ2 


33. 


28 


184NE1 


25C41 


184CA 


58. 


90 


184CD2 


25C41 


184CE2 


21. 


45 


184CD2 


25C41 


184CB 


36. 


52 


184CD2 


25C41 


184CE3 


16. 


39 


184CD2 


25C41 


184CZ2 


32. 


78 


184CD2 


25C41 


184CA 


51. 


13 


184CE2 


25C41 


184CB 


54. 


20 


184CE2 


25C41 


184CE3 


32. 


31 


184CE2 


25C41 


184CZ2 


16. 


30 


184CE2 


25C41 


184CA 


65. 


12 


184CB 


25C41 


184CE3 


43. 


07 


184CB 


25C41 


184CZ2 


68.63 


184CB 


25C41 


184CA 


17. 


27 


184CE3 


25C41 


184CZ2 


36. 


53 


184CE3 


25C41 


184CA 


59. 


94 



WO 97/16177 



PCT/US96/17512 



TABLE XVD 





9 cp^ i 
Z 


1 ftAPA 
X 04LA 


on 




9 5Qfi 


9 ^OA9 
Z JU4Z 


9 C/^ta 


TO C /I 

J0.04 




Z 


o cvt 
Z DIM 


/ J 


• JO 


9 5Qfi 

Z JOVJ 


Z jU4Z 


9 CO 
ZD LA 


C ^ CO 


Z Oolj 


9 5rtA9 


9Af* 


OA 

o4 


■ / 0 


9 c cf2 


9CnA9 
ZDU4Z 




qo a 






OCA 

Z jL 


44 


.83 


ZDou 


ZDU4z 


9 Am 
ZON 






9«;nA9 


J. OZiNUX 


49 


.49 


ZD DO 


ZDU4Z 


lbZCEl 


C A CI 

54 .51 


Z DoVj 


ZOU4Z 


9 Aoni 

ZOLLJX 


74 


.03 




9 COA 9 
ZD04Z 


O Cm 

zdN 


49 .39 


Z 




1 QMT79 


81 


.36 


ZOLo 


z D04 z 


z4N 


99 .21 


o cr^ta 




Z OLA 


25 


.75 


OCAfi 


zd(j4z 


z4C 


62 . 76 






9 AAA 
Z4LA 


84 


.14 


<)CAQ 

ZDLo 


9 CAAO 
ZDU4Z 




c c oc 
DO . OO 








53 


.70 


ZDL tJ 


9 crsA 0 
ZDU4Z 


9 CA 
ZDL 


J X . / 1 


9 5.^1* 

ZDLrS 


Z DU4Z 


9 AM 


46.47 


OCA« 

ZDLo 


9criA9 
ZDU4Z 


1 A9vrni 


4 / . Z9 




Z 


lOZLiiX 


39 


.19 


9 con 
ZDLD 


ZDU4Z 


9 CAni 
Z OLU1 


Q9 TQ 

oZ • / 7 


4 DIM 


Z Dw4Z 




70 


.38 


9 Rm 
ZDN 


7C/-\A9 
Z DU4Z 


Z J LA 


Q A c 
74 . 3 J 


9SM 
A JIM 


9 C .AA9 
Z3V/4Z 


X7NILZ 


73 


.90 


9 

Z DIM 


9«%r>A9 
Z DU4Z 


9 AM 
Z 4£M 


^1 1 A 
OX • XO 


z jn 


9 5.0 A 9 
Z 3\J4 Z 


9CA» 
Z JU\ 


23 


.79 


^ CVT 

Z DW 


Z DU4Z 


n in 

ZJU 


, 79 1 ft 
' / Z • X o 


9RM 
Z 3 IX 


9 c .nA9 

Z3U4Z 


9 AP 
Z4L 


13 


.37 


o cvr 
ZDN 


Z 3U4Z 


Z 4LA 


7 A 7ft 
J 4 • / o 


OEM 
Z3IM 


9 5.HA9 


1 orn 


67 


.53 


0 Cvr 
ZDIM 


9 ^riA9 


1 QAP1 


A7 QQ 


9«\M 


9*;nA9 


99n 
zzu 


80 


.77 


9QM 
ZDW 


Z DU4Z 


OCA 

Z jL 


9ft ftft 

Zo • oo 


9 CVT 
Z DIM 


Z jU4Z 


Z OW 


36 


.19 


9 cvr 
ZDW 


ZDU4Z 


1 A9MTI1 

id zrJUX 


yo • oz 


OEM 

Z 314 


Z 


9 7M 
Z JW 


91 


.99 


9 CM 
ZDW 


ZDU4Z 


OOP 
ZZL 


oD . /Z 


ZDN 


Z DU4Z 




84.41 


9QM 
ZDN 


ZDU4Z 


9 CATM 
Z DLJJ1 


CO 1 1 

Dz • XX 




Z DU4Z 


Z JLA 


27 


.54 


z Jt 


9 QAA9 
ZDIJ4Z 




ft 1 7C; 
OX • / 3 




9 5.riA9 

Z OU4Z 


9 AM 

Z4N 


23 


.31 


OOA 

z JC 


9 C^A 9 
Z DVJ4Z 


9 

Z DLA 


OA 1 7 
74 • Xz 


Z jL 


9 RriA9 

Z DU4Z 


Z JU 


20 


.23 


Z JL 


9 CAi! 0 
ZDU4Z 


9 Ar* 
Z4L 


*^7 ni 
D / . UX 


97P 


9 c .nA9 

Z DVJ4Z 


Z4tA 


35 


.64 




9 CP/I 9 
Z DU4Z 




09 9 fi 
7Z . Z U 


9^0 

zol 


9 C .AA9 
Z 3U4Z 


99n 
zzu 


49 


.02 


Z JL 


9 CAA? 
Z3U4Z 


Z J UUXlZ 


7 fi A1 
/ U • OX 




Z 3VJ4Z 


ZOL 


93 


.36 


nop 


Z3U4Z 


9 AM 
Z OAI 


fi A ^1 
OO • DX 


97c 


Z DU4Z 


7"*M 
z JrJ 


31 


.08 


97H 


9C*OA9 
Z3U4Z 


99r* 

ZZL 


JJ. XO 




Z OUiZ 


ZOLXJX 


57 


.51 


Z J LA 


9 KC\AO 
ZDU4Z 




7^ 1 A 
/D.JO 




9 C.AA9 
Z 3U4Z 


9 AM 
Z 4W 


43.40 


z JLA 


ZDU4Z 


Z JU 


AH 

4U . 7 0 


23CA 


25042 


24C 


81 


.51 


23CA 


25042 


24CA 


60.46 


23CA 


25042 


19CD 


89 


.50 


23CA 


25042 


220 


38.60 


23CA 


25042 


230OH2 


46 


.00 


23CA 


25042 


23N 


9.62 


23CA 


25042 


22C 


25 


.11 


23CA 


25042 


26CD1 


82.64 


19NE2 


25042 


24N 


65 


.75 


19NE2 


25042 


25CA 


78.16 


19NE2 


25042 


24C 


73 


.53 


19NE2 


25042 


24CA 


73.72 


19NE2 


25042 


19CD 


14 


.86 


19NE2 


25042 


190E1 


30.78 


19NE2 


25042 


220 


36 


.84 


19NE2 


25042 


230OH2 


94.24 



in 



WO 97/16177 



PCI7US96/17512 



TABLE XVE 



19NE2 


25042 


25C 


94.02 


19NE2 


25042 


162ND1 


84.58 


19NE2 


25042 


23N 


65.76 


19NE2 


25042 


22C 


50.27 


19NE2 


25042 


162CE1 


71.88 


24N 


25042 


25CA 


74.59 


24N 


25042 


230 


38.03 


24N 


25042 


24C 


38.35 


24N 


25042 


24CA 


18.53 


24N 


25042 


19CD 


72 99 


24N 


25042 


190E1 


86.24 


24N 


25042 


220 


42 .70 


24N 


25042 


230OH2 


89.40 


24N 


25042 


25C 


78 . 15 


24N 


25042 


26N 


76.91 


24N 


25042 


23N 


41 .41 


24N 


25042 


22C 


39.81 


24N 


25042 


26CD1 


59 ,70 


25CA 


25042 


230 


93.85 


25CA 


25042 


24C 


37 .14 


25CA 


25042 


24CA 


58.56 


25CA 


25042 


19 CD 


66.70 


25CA 


25042 


190E1 


60.00 


25CA 


25042 


220 


97.56 


25CA 


25042 


25C 


16.18 


25CA 


25042 


26N 


32 .48 


25CA 


25042 


162ND1 


72.81 


25CA 


25042 


162CE1 


62.96 


25CA 


25042 


26CD1 


63.86 


230 


25042 


24C 


59.84 


230 


25042 


24CA 


41.50 


230 


25042 


220 


69.15 


230 


25042 


230OH2 


73.61 


230 


25042 


25C 


87.62 


230 


25042 


26N 


76.22 


230 


25042 


23N 


47.69 


230 


25042 


22C 


58.56 


230 


25042 


26CD1 


41.93 


24C 


25042 


24CA 


21.42 


24C 


25042 


19CD 


70.59 


24C 


25042 


190E1 


74.79 


24C 


25042 


220 


72.25 


24C 


25042 


25C 


40.11 


24C 


25042 


26N 


42.88 


24C 


25042 


23N 


79.63 


24C 


25042 


22C 


75.07 


24C 


25042 


162CE1 


96.91 


24C 


25042 


26CD1 


47.33 


24CA 


25042 


19CD 


76.47 


24CA 


25042 


190E1 


85.89 


24CA 


25042 


220 


59.12 


24CA 


25042 


25C 


60.08 


24CA 


25042 


26N 


58.46 


24CA 


25042 


23N 


59.62 


24CA 


25042 


22C 


58.07 


24CA 


25042 


26CD1 


46.49 


19CD 


25042 


190E1 


16.46 


19CD 


25042 


220 


50.92 


19CD 


25042 


25C 


82.87 


19CD 


25042 


26N 


98.50 


19CD 


25042 


162ND1 


72.56 


19CD 


25042 


23N 


79.96 


19CD 


25042 


22C 


64.41 


19CD 


25042 


162CE1 


58.81 


190E1 


25042 


220 


67.33 


190E1 


25042 


25C 


75.67 


190E1 


25042 


26N 


92.41 


190E1 


25042 


162ND1 


56.82 


190E1 


25042 


23N 


96.37 


190E1 


25042 


22C 


80.82 


190E1 


25042 


162CE1 


42.61 


220 


25042 


230OH2 


68.87 


220 


25042 


23N 


29.05 


220 


25042 


22C 


13.49 


230OH2 


25042 


23N 


49.64 


230OH2 


25042 


22C 


59.44 



WO 97/16177 



PCI7US96/17512 



TABLE XVH 



25C 


25042 


26N 


16.85 


25C 


25042 


162ND1 


77.20 


25C 


25042 


162CE1 


70.85 


25C 


25042 


26CD1 


51.53 


26N 


25042 


162ND1 


87.91 


26N 


25042 


162CE1 


84.47 


26N 


25042 


26CD1 


36.52 


162ND1 


25042 


162CE1 


15.10 


23N 


25042 


22C 


15.56 


23N 


25042 


26CD1 


88.32 


22C 


25042 


26CD1 


95.66 











t6t 



WO 97/16177 



PCT/US96/17512 



TABLE XVm 

Table of angles between atoms of the inhibitor and protein for 

all protein atoms within 5 Angstroms of the inhibitor 4-[N- 
[ (phenylmethoxy) carbonyl] -L-leucyl] -1-N[N- (methyl) -L-leucyl) ] -3- 

pyrrolidinone . 
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64.57 


200 


25C4 
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80.18 


20O 
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65C 
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25N 
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oU 
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25N32 


26CB 
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23C 


41 


C Q 

• bo 


65C 


25N32 
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89 
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25C 


96 
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24N 
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26CG 
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94 


.54 
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25C33 


23CA 
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230 


25C33 


66N 


77 


.02 


230 


25C33 


24CA 
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26CA 


97 


.15 
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23CA 


69.58 


25N 


25C33 


24CA 


31.77 


25N 
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23CA 
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66N 
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24CA 


56.83 
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46.45 
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25C33 
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61.48 
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53.84 
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25C33 


23C 


92.65 
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25C33 
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25C33 
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25C33 


24N 


77.69 
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25C33 


24C 


45.23 
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25C33 


26CG 
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25C33 
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66N 


88.08 
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25C33 
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60.35 
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15.70 
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25C33 
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25C33 
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98.83 
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23C 


89 .77 
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22.60 


25CB 


25C33 
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36 .53 


25CB 
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24N 


74.40 


25CB 


25C33 


24C 


53 . 16 


25CB 


25C33 


26CG 


96.54 


2SCB 


25C33 


26CB 


86.56 


25CB 


25C33 


23CA 


92.73 


zbCB 


25C33 


24CA 


70 . 80 


25CB 


25C33 


26CA 


67.26 


25CB 


25C33 


1610 


88 .61 


23C 


25C33 


25CA 


78.15 


23C 


25C33 


65CA 


73 . 62 


23C 


25C33 


25C 


90.88 


23C 


25C33 


O A it 

24N 


17.05 


23C 


25C33 


24G 


49.66 


23C 


25C33 


26CG 


88.11 


23C 


25C33 


23CA 


19.27 


23C 


25C33 


66N 


95 . 67 


23C 


25C33 


24CA 


32.32 


23C 


25C33 


26NE1 


62 . 90 


23C 


25C33 


65C 


83 .62 


23C 


25C33 


65N 


59 .43 


25CA 


25C33 


25C 


21.13 


25CA 


25C33 


24N 


61 .20 


25CA 


25C33 


24C 


33.01 


25CA 


25C33 


26CG 


76 .92 


25CA 


25C33 


26CB 


71.41 


25CA 


25C33 


23CA 


87.72 


25CA 


25C33 


24CA 


52.23 


25CA 


25C33 


26CA 


52.44 


25CA 


25C33 


26NE1 


85.76 
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25C33 


24N 


87.00 
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25C33 


26CG 


69.63 


65CA 


25C33 


26CB 


84.46 


65CA 


25C33 


23CA 


76.25 


65CA 


25C33 


66N 


32.22 


65CA 


25C33 


24CA 


88.00 


65CA 


2SC33 


26NE1 


51.85 


65CA 


25C33 


65C 


16.56 


65CA 


25C33 


65N 


14.77 


2F~ 


25C33 


24N 


74.16 


25C 


25C33 


24C 


41.26 


2 


25C33 


26CG 


60.10 


25C 


25C33 


26CB 


51.20 


2LJ 


25C33 


24CA 


59.94 
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32.35 
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34.26 


66N 
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65C 


17.63 


66N 
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66C 


35.00 


66N 
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66CA 


17.78 


65CA 
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TABLE XIX 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor 1-N-(N- 
imidazole acetyl -leucinyl) -amino-3-N- (4-phenoxy-phenyl- 
sulfonyl) -amino -propan- 2 -one . 



Atom 1 


Atom 2 


Atom 3 


Angle 


Atom 1 


A trim 9 




Angle 


200 


25C1 


20C 


8.55 


20O 


25C1 


21CA 


35.54 


200 


25C1 


2 ON 


33.52 


20O 


25C1 


2 IN 


19.74 


200 


25C1 


21NE2 


53.30 


20O 


25C1 


19CB 


70.43 


20O 


25C1 


19CD 


89.13 


20O 


25C1 


2 OCA 


16.45 


20O 


25C1 


19CG 


72.65 


20C 


25C1 


21CA 


32 .39 


20C 


25C1 


2 ON 


30.42 


20C 


25C1 


2 IN 


14.60 


20C 


25C1 


21NE2 


58.84 


20C 


25C1 


19CB 


64.58 


20C 


25C1 


19CD 


81.24 


20C 


25C1 


2 OCA 


14.64 


20C 


25C1 


19CG 


65.09 


184NE1 


25C1 


184CD1 


18.88 


184NE1 


25C1 


2 ON 


99.03 


184NE1 


25C1 


19CB 


64.29 


184NE1 


25C1 


19CD 


56.93 


184NE1 


25C1 


184CE2 


13.44 


184NE1 


25C1 


19CG 


68.65 


184C01 


25C1 


2 ON 


85.82 


184CD1 


25C1 


19CB 


57.54 


184CD1 


25C1 


19CD 


61.12 


184CD1 


25C1 


184CE2 


26.51 


184CD1 


25C1 


19CG 


67.61 


21CA 


25C1 


2 ON 


60.42 


21CA 


25C1 


2 IN 


18.12 


21CA 


25C1 


21NE2 


47.16 


21CA 


25C1 


19CB 


84.18 


21CA 


25C1 


19CD 


86.47 


21CA 


25C1 


2 OCA 


46.79 


21CA 


25C1 


19CG 


75.79 


2 ON 


25C1 


2 IN 


42.62 


2 ON 


25C1 


21NE2 


86.39 


2 ON 


25C1 


19CB 


39.01 


2 ON 


25C1 


19CD 


64.17 


2 ON 


25C1 


2 OCA 


17.07 


2 ON 


25C1 


19CG 


47.30 


2 IN 


25C1 


21NE2 


54.26 


2 IN 


25C1 


19CB 


71.03 


2 IN 


25C1 


19CD 


81.02 


2 IN 


25C1 


2 OCA 


28.72 


2 IN 


25C1 


19CG 


66.90 


21NE2 


25C1 


2 OCA 


69.50 


19CB 


25C1 


19CD 


29.32 


19CB 


25C1 


2 OCA 


54.83 


19CB 


25C1 


184CE2 


77.66 


19CB 


25C1 


19CG 


17.68 


19CD 


25C1 


2 OCA 


76.69 


19CD 


25C1 


184CE2 


69.09 


19CD 


25C1 


19CG 


17.08 


2 OCA 


25C1 


19CG 


59.66 


184CE2 


25C1 


19CG 


81.78 


20O 


25C2 


21NE2 


59.99 


20O 


25C2 


20C 


2.48 


20O 


25C2 


184NE1 


99.98 


200 


25C2 


184CD1 


92.85 
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7 COX 
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fid 1 ft 
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7 CO/! 


loCG 
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25P4 
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9 COX 


9 AO 
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25P4 


1 ft 4MF1 
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27 / • / 27 




9 COX 


O Avr 


35. 84 


18QD1 


25P4 


1 84P 
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3 / . X3 


1 ft4PTM 
X04UUX 


7 COX 
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1 OXOO 


1 *T X ft 
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184CD1 


25P4 
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9 COX 
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25P4 
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XO 
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9 COX 
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9 COX 
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7 AO 
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25P4 
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ie o c 
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7 COX 
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7 AXT 

xUN 
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82 . 14 


184CD1 


25P4 


1 84P 
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9 COX 
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C A C A 
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9 COX. 
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*5 COX 
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1 Qir 
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9 COX 
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52 . 77 


1840 


25P4 
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X04U 


7 COX 
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80 .28 


1840 
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2 ON 

X UIM 
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X04U 


9 COX 
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13 . 81 
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25P4 
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1ft 71 
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104LD 


9 COX 

X3W4 
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1 QAro 


9 COX 
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27 O . 33 
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9 COX 
X3V»4 


1 oxo 
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18CG 
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184CA 


25C4 


18ND2 


61.77 


184CA 


25C4 


184NE1 


52.74 


184CA 


25C4 


2 ON 


81.89 


184CA 


25C4 


184C 


17.52 


18CG 


25C4 


18ND2 


16.14 


18CG 


25C4 


20C 


71.10 


18CG 


25C4 


2 ON 


48.30 


18CG 


25C4 


184C 


49.48 


18ND2 


25C4 


20C 


83.86 


18ND2 


25C4 


2 ON 


63.67 


18ND2 


25C4 


184C 


47.21 


20C 


25C4 


184NE1 


96.84 


20C 


25C4 


2 ON 


28.14 


184NE1 


25C4 


2 ON 


86.08 


184NE1 


25C4 


184C 


70.17 
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2 ON 


25C4 


184C 


83.78 


200 


25C5 


180D1 


80.82 


20O 


25C5 


2 ON 


45.03 


200 


25C5 


20C 


11.42 


20O 


25C5 


18CG 


91.75 


200 


25C5 


19CB 


74.81 


20O 


25C5 


2 OCA 


30.47 


200 


25C5 


19N 


82.23 


20O 


25C5 


19C 


51.72 


200 


25C5 


19CA 


69.30 


180D1 


25C5 


2 ON 


46.49 


180D1 


25C5 


184CA 


77.31 


180D1 


25C5 


20C 


70.82 


180D1 


25C5 


18CG 


11.80 


18001 


25C5 


184CB 


96.95 


18001 


25C5 


19CB 


72.36 


18001 


25C5 


1830 


66.28 


180D1 


25C5 


1840 


67.87 


180D1 


25C5 


2 OCA 
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TABLE XX 



Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 3 (S) -3- [ (N-benzyloxycarbonyl ) -L-leucinyl]amino-5- 
methyl-1- (1-propoxy) -2-hexanone. 
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1 Atom 2 
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4.690 


25C3 


19CA 


4. 


707 


25C3 


184CE2 


4. 


837 


25C3 


2420H2 
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25C6 
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25C6 
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4.435 


25C11 


162CG 


4 


.656 


25C13 


1380G 


4 


.932 


25C15 


138CA 


4 


.824 


25C16 


1610 


3 


.822 


25C16 


162CB 


4 


.112 


25C16 


161C 


4 


.677 


25C16 


162N 


4 


.893 


25017 


162CB 


2.951 


25017 


162CA 


3 


.124 


25017 


162CE1 


3 


.755 


25017 


162CD2 


4 


.298 


25017 


184CZ2 


4 


.770 


25017 


161CA 


4 


.957 


25N18 


162ND1 


3 


.834 


25N18 


19NE2 


4 


.507 


25N18 


162CA 


4 


.791 


25N18 


162CB 


4.998 


25C19 


162ND1 


4 


.108 


25C19 


161C 


4 


.428 


25C19 


23C 


4 


.758 


25C19 


19NE2 


4 


.957 



25C6 


184NE1 


4 


.871 


25C6 


1840 


4 


.967 


25C7 


20C 


4 


.372 


25C7 


184CD1 


4 


.544 


25C7 


184CE2 


4 


.927 


2508 


19NE2 


3 


.624 


2508 


200 


3 


.894 


2508 


220 


4 


.666 


25C9 


184NE1 


3 


.925 


25C9 


184CE2 


4 


.572 


25C9 


184CD1 


4 


.906 


25O10 


23CA 


4 


.264 


25O10 


23N 


4 


.718 


25C11 


162ND1 


3 


.919 


25C11 


184NE1 


4 


.520 


25C11 


184CH2 


4 


.932 


25C15 


1380G 


3 


.572 


25C15 


1610D1 


4 


.950 


25C16 


162CG 


3 


.975 


25C16 


25SG 


4 


.187 


25C16 


184CZ2 


4 


.751 


25C16 


190E1 


4 


.906 


25017 


1610 


3 


.023 


25017 


161C 


3 


.669 


25017 


25SG 


4 


.071 


25017 


162C 


4 


.467 


25017 


163N 


4 


.786 


25017 


161CB 


4 


.964 


25N18 


1610 


3 


.966 


25N18 


23CA 


4 


.510 


25N18 


190E1 


4 


.810 


25C19 


25SG 


2 


.829 


25C19 


25CB 


4.147 


25C19 


23CA 


4 


.502 


25C19 


162N 


4 


.907 


25C19 


163N 


4 


.992 
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25C19 162CE1 4.994 

25C20 25SG 4.069 

25C20 23C 4.786 

25C21 161C 4.462 

25C22 161CA 4.121 

25C23 1610 4.811 

25N24 184CE2 3.750 

25N24 162CE1 4.221 

25N24 184CD1 4.633 

25C25 25CB 3.054 

25C25 25CA 3.792 

25C25 19NE2 4.214 

25C25 24N 4.350 

25C25 24C 4.578 

25C25 162CA 4.833 

25C25 19CD 4.983 

25026 23C 2.922 

25026 19NE2 3.071 

25026 25CA 3.477 

25026 190E1 4.054 

25026 220 4.471 

25026 162ND1 4.591 

25C27 25SG 2.646 

25C27 25N 3.830 

25C27 26CD1 4.040 

25C27 25CA 4.348 

25C27 25C 4.654 

25C27 26CB 4.746 

25C27 26CG 4.815 

25028 65CA 3.931 

25028 66N 4.333 

25028 65C 4.712 

25028 161C 4.903 

25C29 660 3.071 

25C29 65C 3.768 

25C29 66CA 4.184 



TABLE XX 



25C19 


162CB 


4 


.997 


25C20 


23CA 


4 


.393 


25C20 


161C 


4 


.808 


25C22 


1610 


2 


.892 


25C22 


161CB 


4 


.359 


25N24 


184NE1 


3 


.412 


25N24 


190E1 


4 


.106 


25N24 


19CD 


4 


.432 


25N24 


184CH2 


4 


.684 


25C25 


25N 


3 


.471 


25C25 


23C 


3 


.793 


25C25 


162ND1 


4 


.271 


25C25 


26N 


4 


.445 


25C25 


163N 


4 


.693 


25C25 


162CE1 


4 


.899 


25026 


25SG 


2.496 


25026 


25CB 


2. 


.985 


25026 


230 


3. 


.183 


25026 


24C 


3. 


.898 


25026 


24CA 


4. 


.110 


25026 


25C 


4. 


502 


25026 


22C 


4. 


912 


25C27 


230 


3. 


049 


25C27 


65CA 


3. 


894 


25C27 


26N 


4. 


152 


25C27 


24N 


4. 


411 


25C27 


16 lO 


4. 


714 


25C27 


66N 


4. 


758 


25C27 


65C 


4. 


906 


25028 


1610 


3. 


970 


25028 


660 


4. 


402 


25028 


26N 


4. 


830 


25028 


25CB 


4. 


910 


25C29 


66N 


3. 


131 


25C29 


66C 


4. 


000 


25C29 


26CB 


4. 


278 



^10 



25C20 


1610 


3 


.580 


25C20 


230 


4 


.523 


25C21 


1610 


3 


.316 


25C22 


161C 


3 


.848 


25C23 


640 


4 


.590 


25N24 


184CZ2 


3 


.492 


25N24 


162ND1 


4 


.147 


25N24 


19NE2 


4 


.515 


25C25 


25SG 


1 


.822 


25C25 


230 


3 


.687 


25C25 


23CA 


3 


.994 


25C25 


1610 


4 


.312 


25C25 


25C 


4 


.500 


25C25 


190E1 


4 


.797 


25C25 


24CA 


4 


.928 


25026 


25N 


2 


.842 


25026 


23CA 


3. 


.053 


25026 


24N 


3. 


.337 


25026 


19CD 


3. 


.997 


25026 


23N 


4. 


413 


25026 


26N 


4. 


,555 


25026 


162CE1 


4. 


933 


25C27 


23C 


3. 


646 


25C27 


25CB 


4. 


015 


25C27 


23CA 


4. 


158 


25C27 


24C 


4. 


634 


25C27 


65N 


4. 


725 


25C27 


24CA 


4. 


780 


25028 


25SG 


3. 


234 


25028 


230 


4. 


277 


25028 


26CD1 


4. 


553 


25028 


26CB 


4. 


858 


25028 


163N 


4. 


929 


25C29 


65CA 


3. 


415 


25C29 


26CD1 


4. 


084 


25C29 


25SG 


4. 


306 
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25C29 


26CG 


4.529 


25C29 


230 


4. 


746 


25C29 


65N 


4 


.756 


25C29 


1610 


4.948 


25C29 


650 


4. 


978 


25C29 


26N 


4 


.985 


25C30 


660 


3.147 


25C3 0 


66N 


3. 


696 


25C30 


66C 


4 


.040 


25C30 


65CA 


4.366 


25C30 


66CA 


4. 


428 


25C30 


65C 


4 


.461 


25C30 


1610 


4.799 


25C31 


660 


3. 


488 


25C31 


1610 


4 


.535 


25C31 


66C 


4.544 


25C31 


161C 


4. 


739 


25C31 


66N 


4 


.865 


25C31 


163CB 


4.886 


25C31 


160O 


4. 


980 
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TABLE XXI 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor bis- (Cbz-leucinyl) -1, 3-diamino-propan-2-one. 



Atom 1 Atom 2 Dist. 



25C1 


184CB 


3. 


.966 


25C1 


184CD1 


4, 


.335 


25C1 


1840 


4. 


.748 


25C2 


184CD1 


4. 


.012 


25C2 


184CG 


4. 


.135 


25C2 


2 ON 


4. 


.526 


25C2 


2 OCA 


4. 


.804 


25C2 


20C 


4. 


924 


25C3 


180D1 


3. 


568 


25C3 


184CD1 


3. 


954 


25C3 


184CG 


4. 


484 


25C3 


184CB 


4. 


795 


25C3 


19CD 


4. 


898 


25C4 


184NE1 


4. 


344 


25C4 


19CG 


4. 


838 


25C4 


20N 


4. 


984 


25C5 


200 


4. 


685 


25C5 


184CD2 


4. 


873 


25C6 


184CD2 


4. 


609 


25C6 


184CE2 


4. 


906 


25C7 


184NE1 


4. 


648 


25C7 


19CG 


4. 


714 


25C7 


184CD1 


4. 


844 


2508 


200 


3. 


212 


2508 


19NE2 


3. 


664 


2508 


184CD1 


4. 


265 


2508 


184CE2 


4. 


808 


25C9 


19NE2 


3 . 


915 


25C9 


200 


4. 


391 


25C9 


184CE2 


4. 


909 



Atom 1 Atom 2 Dist. 



25C1 


184CG. 


4 


.092 


25C1 


184CA 


4 


.489 


25C1 


184C 


4 


.857 


25C2 


184CB 


4 


.046 


25C2 


18CG 


4 


.154 


25C2 


184C 


4 


.608 


25C2 


184NE1 


4 


.825 


25C2 


19CG 


4 


.976 


25C3 


20C 


3 


.908 


25C3 


2 OCA 


4 


.129 


25C3 


184NE1 


4 


.490 


25C3 


184CA 


4 


.856 


25C4 


200 


3 


.345 


25C4 


20C 


4 


.381 


25C4 


184CE2 


4 


.948 


25C5 


184CD1 


4 


.521 


25C5 


184CG 


4 


.727 


25C6 


184CG 


4 


.403 


25C6 


184CB 


4 


.657 


25C7 


200 


2 


.849 


25C7 


21CA 


4 


.664 


25C7 


210E1 


4 


.738 


25C7 


190E1 


4 


.907 


2508 


19CD 


3 


.453 


2508 


19CG 


3 


.806 


2508 


20C 


4 


.432 


2508 


19CB 


4 


.983 


25C9 


19CD 


3 


.947 


25C9 


19CG 


4 


.723 


25C9 


184CD1 


4 


.929 



Atom 1 Atom 2 Dist. 



25C1 


180D1 


4 


.178 


25C1 


184CD2 


4 


.689 


25C2 


180D1 


3 


.023 


25C2 


184CA 


4. 


.130 


25C2 


200 


4. 


.291 


25C2 


18ND2 


4. 


.696' 


25C2 


1840 


4. 


.835 


25C3 


200 


3. 


.073 


25C3 


2 ON 


3. 


.934 


25C3 


19CG 


4. 


.226 


25C3 


18CG 


4.696 


25C3 


19C 


4. 


885 


25C4 


184CD1 


4.222 


25C4 


184CG 


4. 


772 


25C4 


180D1 


4. 


956 


25C5 


184NE1 


4. 


550 


25C5 


184CE2 


4.764 


25C6 


184CD1 


4. 


580 


25C6 


184NE1 


4. 


884 


25C7 


20C 


4. 


026 


25C7 


19CD 


4. 


697 


25C7 


2 IN 


4. 


799 


25C7 


19NE2 


4. 


961 


2508 


190E1 


3 . 


622 


2508 


184NE1 


3. 


870 


2508 


220 


4. 


540 


25C9 


190E1 


3. 


889 


25C9 


184NE1 


4. 


155 


25C9 


220 


4. 


796 


25O10 


19NE2 


4. 


578 
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25O10 


200 


4.660 


25O10 


220 


4 


.792 


25O10 


19CD 


4 


.890 


25O10 


190E1 


4.963 


25C11 


162ND1 


4 


.101 


25C11 


184CZ2 


4 


.175 


25C11 


184NE1 


4.284 


25C11 


162CE1 


4 


.319 


25C11 


190E1 


4 


.351 


25C11 


184CE2 


4.593 


25C11 


162CG 


4 


.929 


25C11 


19NE2 


4 


.945 


25C11 


19CD 


4.953 


25C15 


184CZ2 


4 


.332 


25C15 


184CH2 


4 


.756 


25C15 


1430E1 


4.901 


25C15 


1370 


4 


.938 


25C16 


162ND1 


3 


.174 


25C16 


162CE1 


3.757 


25C16 


162CG 


4 


.082 


25C16 


25SG 


4 


.189 


25C16 


1610 


4.344 


25C16 


190E1 


4 


.427 


25C16 


162CB 


4 


.457 


25C16 


162CA 


4.770 


25C16 


162NE2 


4 


.792 


25C16 


19NE2 


4.868 


25C16 


184CZ2 


4.883 


25C16 


25CB 


4 


.955 


25C16 


184NE1 


4 


.957 


25C16 


162C02 


4.977 


25017 


162ND1 


2 


.574 


25017 


162CG 


3 


.155 


25017 


162CB 


3.298 


25017 


162CE1 


3 


.479 


25017 


1610 


3.597 


25017 


162CA 


3.711 


25017 


25SG 


4 


.141 


25017 


161C 


4 


.187 


25017 


162CD2 


4.194 


25017 


162N 


4 


.282 


25017 


162NE2 


4 


.329 


25017 


1610D1 


4.530 


25017 


184CZ2 


4 


.752 


25017 


137CB 


4 


.842 


25N18 


25SG 


3.590 


25N18 


162ND1 


3 


.689 


25N18 


162CE1 


4 


.248 


25N18 


1610 


4.291 


25N18 


19NE2 


4 


.292 


25N18 


190E1 


4, 


.452 


25N18 


25CB 


4.467 


25N18 


23CA 


4. 


.557 


25N18 


162CG 


4. 


.791 


25N18 


19CD 


4.816 


25C19 


25SG 


2. 


.732 


25C19 


1610 


3. 


.385 


25C19 


162ND1 


3.772 


25C19 


25CB 


4. 


.081 


25C19 


162CA 


4. 


.451 


25C19 


161C 


4.513 


25C19 


162CE1 


4. 


,560 


25C19 


23CA 


4. 


,589 


25C19 


25N 


4.775 


25C19 


23C 


4. 


,776 


25C19 


230 


4. 


793 


25C19 


162CG 


4.797 


25C19 


19NE2 


4. 


876 


25C19 


162CB 


4. 


935 


25C19 


162N 


4.994 


25N20 


184NE1 


3. 


387 


25N20 


190E1 


3. 


405 


25N20 


19CD 


3.866 


25N20 


184CE2 


4. 


004 


25N20 


19NE2 


4. 


021 


25N20 


184C22 


4.036 


25N20 


162CE1 


4. 


357 


25N20 


184CD1 


4. 


441 


25N20 


162ND1 


4.565 


25N20 


19CG 


4. 


876 


25C21 


25SG 


1. 


768 


25C21 


25CB 


2.961 


25C21 


25N 


3. 


320 


25C21 


25CA 


3. 


665 


25C21 


230 


3.874 


25C21 


23C 


3. 


876 


25C21 


162ND1 


3. 


978 


25C21 


23CA 


4.127 


25C21 


19NE2 


4. 


215 


25C21 


26N 


4. 


241 


25C21 


24N 


4.308 


25C21 


1610 


4. 


319 


25C21 


2SC 


4. 


400 


25C21 


24C 


4.472 


25C21 


162CE1 


4. 


510 


25C21 


190E1 


4. 


818 


25C21 


24CA 


4.852 


25C21 


163N 


4. 


871 


25C21 


162CA 


4. 


898 


25C21 


19CD 


4.974 


25C21 


26C01 


4. 


991 


25022 


25SG 


2. 


461 


25022 


25N 


2.747 


25022 


25CB 


2. 


888 


25022 


19NE2 


3. 


089 


25022 


23C 


3.118 


25022 


23CA 


3. 


281 


25022 


25CA 


3. 


369 


25022 


24N 


3.372 


25022 


230 


3. 


479 


25022 


24C 


3. 


834 
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25022 


19CD 


4 


.008 


25022 


190E1 


4.090 


25022 


24CA 


4 


. 106 


25022 


220 


4 


.311 


25022 


162ND1 


4.396 


25022 


25C 


4 


.432 


25022 


26N 


4 


.446 


25022 


23N 


4.563 


25022 


162CE1 


4 


. 605 


25022 


22C 


4 


.909 


25022 


240 


4.940 


25C23 


160O 


4 


. 313 


25C23 


670H 


4 


.425 


25C23 


67CE1 


4.574 


25C23 


160CB 


4 


. 873 


25C24 


160O 


3 


.278 


25C24 


160CB 


4.082 


25C24 


160C 


4 


. 283 


25C24 


67CE1 


4 


.352 


25C24 


209CD2 


4.555 


25C24 


160CA 


4 


. 652 


25C24 


670H 


4 


.750 


25C24 


160N 


4.847 


25C25 


160O 


3 


. 120 


25C25 


160C ' 


4 


.287 


25C25 


67CE1 


4.346 


25C25 


670H 


4 


. 617 


25C25 


160CB 


4 


.802 


25C25 


67CZ 


4.867 


25C26 


160O 


4 


.072 


25C26 


670H 


4 


.149 


25C26 


67CE1 


4.572 


25C26 


67CZ 


4 


. 684 


25C27 


670H 


3 


.768 


25C27 


67CZ 


4.663 


25C27 


67CE1 


4 


.776 


25C27 


1600 


4 


.939 


25C28 


670H 


3.920 


25C28 


67CE1 


4 


.781 


25C28 


67CZ 


4 


.836 


25C29 


1600 


4.671 


25C29 


670H 


4 


.760 


25O30 


2750H2 


4 


.167 


25O30 


160O 


4.205 


25O30 


161CA 


4 


. 860 


25C31 


1600 


3 


.769 


25C31 


161CA 


4.036 


25C31 


1610 


4. 


. 057 


25C31 


2750H2 


4 


.224 


25C31 


161C 


4.371 


25C31 


160C 


4. 


.689 


25C31 


161N 


4. 


.855 


25C31 


161CB 


4.868 


25032 


1600 


2. 


.767 


25032 


161CA 


2. 


.883 


25032 


1610 


3.281 


25032 


161C 


3. 


.329 


25032 


160C 


3. 


.543 


25032 


161N 


3.634 


25032 


161CB 


3 . 


.892 


25032 


162N 


4. 


.376 


25032 


16 OCA 


4.974 


25032 


2750H2 


4. 


982 


25C33 


1610 


3. 


671 


25C33 


660 


4.037 


25C33 


161C 


4. 


309 


25C33 


66N 


4. 


440 


25C33 


2750H2 


4.717 


25C33 


161CA 


4. 


785 


25C33 


65CA 


4. 


801 


25C34 


660 


2.806 


25C34 


66C 


3 . 


890 


25C34 


66N 


4. 


077 


25C34 


26CB 


4.273 


25C34 


66CA 


4. 


590 


25C34 


1610 


4. 


797 


25C34 


67N 


4.862 


25C34 


26CG 


4. 


869 


25C34 


163CB 


4. 


955 


25C35 


660 


3.565 


25C35 


209CD2 


4. 


310 


25C35 


134CB 


4. 


451 


25C35 


163CB 


4.577 


25C35 


66C 


4. 


668 


25C35 


67CD1 


4. 


755 


25C35 


163N 


4.786 


25C35 


68SD 


4 . 


819 


25C35 


1600 


4. 


923 


25C35 


26CB 


4.937 


25C35 


1610 


4. 


979 


25C36 


161C 


3. 


690 


25C3 6 


1610 


3.856 


25C36 


162N 


3 . 


868 


25C36 


134CB 


3. 


869 


25C36 


160O 


3.882 


25C36 


163N 


3. 


971 


25C36 


161CA 


4. 


066 


25C36 


162C 


4.114 


25C36 


160C 


4. 


145 


25C36 


161N 


4. 


238 


25C36 


162CA 


4.327 


25C36 


163CA 


4. 


508 


25C36 


163CB 


4. 


528 


25C36 


1620 


4.616 


25C36 


209CD2 


4. 


772 


25C36 


160CB 


4. 


841 


25C36 


134CA 


4.905 


25C36 


660 


4. 


996 


25C37 


209CD2 


3. 


499 


25C37 


67CD1 


3.574 


25C37 


67CE1 


3. 


696 
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25C37 660 3.889 

25C37 67CZ 4.732 

25C37 67CA 4.821 

25C38 1610 3.955 

25C38 26CD1 4.264 

25C38 65C 4.487 

25C38 26CG 4.792 

25C38 65N 4.993 

25039 65C 3.531 

25039 65N 3.795 

25039 64C 4.155 

25039 650 4.732 

25039 1610 4.910 

25N40 1610 3.660 

25N40 230 4.287 

25N40 25CB 4.560 

25N40 25N 4.685 

25N40 162CA 4.847 

25N40 23C 4.933 

25N40 25C 4.984 

25C41 25N 3.498 

25C41 26N 3.810 

25C41 23CA 4.144 

25C41 25C 4.413 

25C41 24CA 4.533 

25C41 26NE1 4.762 

25N42 1610 4.257 

25N42 65CA 4.726 

25N42 161CA 4.871 



TABLE XXI 

25C37 67CG 4.551 

25C37 66C 4.737 

25C37 209CG 4.994 

25C38 66N 4.001 

25C38 25SG 4.271 

25C38 230 4.627 

25C38 640 4.873 

25039 65CA 2.703 

25039 2750H2 3.677 

25039 26CD1 4.043 

25039 660 4.358 

25039 26CG 4.801 

25039 66C 4.976 

25N40 26CD1 4.126 

25N40 26CB 4.350 

25N40 26CG 4.646 

25N40 65CA 4.705 

25N40 26CA 4.856 

25N40 163CB 4.949 

25C41 25SG 2.569 

25C41 23C 3.558 

25C41 25CB 3.828 

25C41 24N 4.195 

25C41 26CB 4.509 

25C41 1610 4.584 

25C41 26CA 4.764 

25N42 66N 4.573 

25N42 161C 4.818 



25C37 


160O 


4.714 


25C37 


134CB 


4 


.814 


25C38 


65CA 


3 


.869 


25C38 


660 


4 


.219 


25C38 


2750H2 


4 


.287 


25C38 


26CB 


4 


.655 


25C38 


161C 


4 


.899 


25039 


66N 


3 


.332 


25039 


640 


3 


.733 


25039 


230 


4 


.088 


25039 


66CA 


4 


.647 


25039 


26NE1 


4 


.806 


25N40 


25SG 


2 


.943 


25N40 


26N 


4 


.248 


25N40 


163N 


4 


.551 


25N40 


161C 


4 


.657 


25N40 


660 


4 


.809 


25N40 


66N 


4 


.876 


25N40 


25CA 


4 


.979 


o tin a 1 




3 


.094 


25C41 


26CD1 


3 


.732 


25C41 


25CA 


4 


.081 


25C41 


24C 


4 


.371 


25C41 


26CG 


4 


.528 


25C41 


65CA 


4 


.716 


25N42 


2750H2 


3 


.989 


25N42 


660 


4 


.641 


25N42 


1600 


4 


.862 
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TABLE XXH 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 2,2' -N,N' -bis-benzyloxycarbonyl-L- 
leucinylcarbohydrazide . 



Atom 


1 Atom 2 


Dist. 


Atom 


1 Atom 2 


Dist. 


Atom 


1 Atom 2 


Dist. 


25C1 


184CB 


4 


.217 


25C1 


1840 


4 


.458 


25C1 


184CG 


4 


.534 


25C1 


184CD2 


4 


.719 


25C1 


184CE3 


4 


.742 


25C1 


188CD1 


4 


.982 


25C2 


1840 


3!589 


25C2 


184CB 


3 


.931 


25C2 


180D1 


4. 


.344 


25C2 


184C 


4 


.365 


25C2 


184CA 


4 


.384 


25C2 


184CG 


4. 


.474 


25C3 


180D1 


3 


.467 


25C3 


184CB 


3 


.731 


25C3 


1840 


3. 


.805 


25C3 


184CA 


3 


.925 


25C3 


184CG 


4 


.004 


25C3 


184C 


4. 


.224 


25C3 


184CD1 


4 


.243 


25C3 


18CG 


4 


.424 


25C3 


18ND2 


4. 


.653 


25C3 


184CD2 


4 


.783 


25C3 


200 


4 


.954 


25C4 


184CG 


3. 


.557 


25C4 


184CD1 


3 


.557 


25C4 


184CB 


3 


.839 


25C4 


184NE1 


4. 


.069 


25C4 


184CD2 


4 


.096 


25C4 


184CA 


4 


.267 


25C4 


180D1 


4.278 


25C4 


184CE2 


4 


.376 


25C4 


200 


4.406 


25C4 


1840 


4. 


793 


25C4 


184CE3 


4 


.895 


25C4 


184C 


4 


.990 


25C5 


184CG 


3. 


622 


25C5 


184CD2 


3 


.653 


25C5 


184CD1 


3 


.870 


25C5 


184CE2 


3. 


925 


25C5 


184NE1 


4 


.046 


25C5 


184CB 


4 


.116 


25C5 


184CE3 


4. 


153 


25C5 


184CZ2 


4 


.632 


25C5 


184CZ3 


4 


.798 


25C5 


184CA 


4. 


969 


25C6 


184CD2 


4 


.011 


25C6 


184CE3 


4 


.065 


25C6 


184CG 


4 . 


134 


25C6 


184CB 


4 


.303 


25C6 


184CE2 


4 


.616 


25C6 


184CZ3 


4. 


700 


25C6 


184CD1 


4 


.765 


25C7 


200 


3 


.159 


25C7 


184CD1 


3 . 


353 


25C7 


19CG 


3 


.702 


25C7 


184NE1 


3 


.716 


25C7 


184CG 


3 . 


910 


25C7 


20C 


4, 


.053 


25C7 


2 ON 


4 


.098 


25C7 


180D1 


4. 


206 


25C7 


19CD 


4, 


.236 


25C7 


2 OCA 


4. 


.370 


25C7 


184CE2 


4. 


426 


25C7 


184CB 


4. 


.474 


25C7 


19NE2 


4. 


.497 


25C7 


184CD2 


4. 


546 


25C7 


184CA 


4. 


.592 


25C7 


1830 


4. 


.805 


25C7 


190E1 


4. 


886 


25C7 


19C 


4. 


.994 


2508 


200 


2. 


.990 


2508 


20C 


4 . 


056 


2508 


184NE1 


4. 


.178 


2508 


184CD1 


4. 


.264 


2508 


19CG 


4. 


312 


2508 


19NE2 


4. 


.344 


2508 


19CD 


4. 


.511 


2508 


184CE2 


4. 


748 


2508 


2 OCA 


4. 


839 


2508 


2 ON 


4, 


.842 


2508 


184CG 


4. 


873 


2508 


2 IN 


4. 


938 


2508 


21CA 


4. 


.989 


25C9 


200 


3. 


137 


25C9 


19NE2 


3. 


361 


25C9 


19CD 


3. 


.886 


25C9 


19CG 


4. 


087 



WO 97/16177 



PCT/US96/17512 



25C9 184NE1 4.190 

25C9 184CD1 4.624 

25C9 184CE2 4.870 

25O10 200 2.532 

25O10 19CD 3.446 

25O10 20C 3.735 

25O10 21C 4.416 

25O10 22CA 4.519 

25O10 23N ' 4.741 

25O10 210E1 4.906 

25C11 19CD 4.636 

25C12 19NE2 3.752 

25C12 22C 4.246 

25C12 22N 4.779 

25C13 210E1 4.156 

25C13 23N 4.712 

25C13 23CA 4.953 

25C14 22C 3.759 

25C14 22CA 3.868 

25C14 220 4.147 

25C14 21CB 4.851 

25C15 21CD 4.221 

25C15 20O 4.924 

25C16 162ND1 4.145 

25C16 184NE1 4.295 

25C16 25SG 4.792 

25017 19NE2 3.075 

25017 162ND1 3.349 

25017 184CZ2 3.632 

25017 162CG 4.366 

25017 25SG 4.612 

25017 184CH2 4.923 

25N18 162ND1 4.100 

25N18 2240H2 4.562 

25N18 25CB 4.834 

25N19 162ND1 3.174 

25N19 162CE1 3.953 



TABLE XXD 

25C9 20C 4.350 

25C9 190E1 4.690 

25C9 21CA 4.905 

25O10 19NE2 2.700 

25O10 19CG 3.596 

25O10 22C 3.951 

25010 21N 4.441 

25O10 19CB 4.714 

25O10 20CA 4.838 

25O10 23CA 4.996 

25C11 184NE1 4.779 

25C12 220 4.028 

25C12 23N 4.275 

25C12 19CD 4.925 

25C13 22N 4.627 

25C13 220 4.742 

25C14 22N 3.473 

25C14 210E1 3.793 

25C14 21CA 4.095 

25C14 23CA 4.513 

25C14 21CD 4.885 

25C15 21NE2 4.650 

25C16 19NE2 3.267 

25C16 190E1 4.238 

25C16 184CZ2 4.540 

25C16 23CA 4.932 

25017 184NE1 3.183 

25017 190E1 3.394 

25017 184CE2 3.732 

25017 184CD1 4.379 

25017 19CG 4.742 

25N18 19NE2 3.859 

25N18 1610 4.319 

25N18 162CE1 4.601 

25N18 190E1 4.862 

25N19 1610 3.363 

25N19 162CA 4.146 



25C9 


220 


4 


.421 


25C9 


22N 


4 


.828 


25C9 


210E1 


4.986 


25O10 


220 


3 


.220 


25O10 


22N 


3 


.702 


25010 


21CA 


4 


.210 


25O10 


190E1 


4 


.463 


25010 


2 ON 


4 


.734 


25O10 


184NE1 


4 


.848 


25C11 


19NE2 


3 


.727 


25C11 


220 


4.911 


25C12 


23CA 


4 


.150 


25C12 


2240H2 


4 


.684 


25C12 


200 


4 


.975 


25C1J 


22C 


4 


.667 


25C13 


21C 


4 


.914 


25C14 


21C 


3 


.659 


25C14 


23N 


3 


.863 


25C14 


210 


4 


.118 


25C14 


20O 


4 


.765 


25C15 


210E1 


3 


.260 


25C15 


21CA 


4 


.882 


2dC1d 


19CD 


4 


.074 


25C16 


1 ^1 AT"<1 

162CE1 


4 


.291 


25C16 


184CE2 


4 


.778 


25C16 


220 


4 


.976 


25017 


162CE1 


3 


.232 


25017 


19CD 


3 


.490 


25017 


162NE2 


4 


.167 


25017 


25CB 


4.553 


25017 


162CD2 


4.779 


25N18 


25SG 


4 


.056 


25N18 


23CA 


4 


.407 


25N18 


19CD 


4. 


.788 


25N19 


25SG 


2. 


.787 


25N19 


25CB 


3. 


.873 


25N19 


162CG 


4, 


.165 
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TABLE XXD 



25N19 


19NE2 


4.334 


25N19 


162CB 


4.414 


25N19 


161C 


4 


.448 


25N19 


23CA 


4.774 


25N19 


162N 


4.806 


25N19 


190E1 


4 


.807 


25N19 


2240H2 


4.923 


25N20 


19NE2 


3.800 


25N20 


184NE1 


4 


.071 


25N20 


19CD 


4.420 


25N20 


200 


4.457 


25N20 


184CE2 


4 


.475 


25N20 


184CZ2 


4.573 


25N20 


184CD1 


4.849 


25N20 


190E1 


4 


.977 


25N20 


19CG 


4.982 


25C21 


25SG 


1.799 


25C21 


25CB 


3 


.030 


25C21 


25N 


3.707 


25C21 


162ND1 


3.784 


25C21 


23CA 


3 


.850 


25C21 


23C 


3.907 


25C21 


230 


3.946 


25C21 


25CA 


3 


.958 


25C21 


19NE2 


4.007 


25C21 


1610 


4.284 


25C21 


162CE1 


4 


.379 


25C21 


2240H2 


4.436 


25C21 


24N 


4.507 


25C21 


190E1 


4 


.543 


25C21 


162CA 


4.728 


25C21 


19CD 


4.730 


25C21 


26N 


4 


.758 


25C21 


25C 


4.830 


25C21 


24C 


4.870 


25C21 


162CG 


4 


.947 


25C21 


163N 


4.989 


25022 


25SG 


2.443 


25022 


19NE2 


2 


.871 


25022 


25CB 


2.954 


25022 


23CA 


3.128 


25022 


25N 


3 


.144 


25022 


23C 


3.258 


25022 


25CA 


3.641 


25022 


24N 


3 , 


.649 


25022 


230 


3.656 


25022 


19CD 


3.696 


25022 


190E1 


3, 


.727 


25022 


220 


4.038 


25022 


162ND1 


4.175 


25022 


24C 


4.265 


25022 


23N 


4.327 


25022 


162CE1 


4.422 


25022 


2240H2 


4. 


.423 


25022 


24CA 


4.529 


25022 


22C 


4.622 


25022 


25C 


4. 


.800 


25022 


26N 


4.898 


25C23 


610D1 


3.673 


25C23 


590 


3. 


.735 


25C23 


67CE2 


4.205 


25C23 


67CD2 


4.463 


25C23 


2640H2 


4. 


.473 


25C23 


6 ICG 


4.499 


25C23 


610D2 


4.706 


25C23 


59C 


4. 


887 


25C24 


590 


3.179 


25C24 


610D1 


3.691 


25C24 


67CD2 


3. 


717 


25C24 


60ND2 


3.736 


25C24 


67CE2 


3.832 


25C24 


6 OCA 


3 . 


942 


25C24 


59C 


4.226 


25C24 


6 ICG 


4.362 


25C24 


66CA 


4. 


399 


25C24 


60C 


4.521 


25C24 


6 IN 


4.525 


25C24 


6 ON 


4. 


567 


25C24 


70OD1 


4.595 


25C24 


610D2 


4.702 


25C24 


60CG 


4. 


710 


25C24 


60CB 


4.837 


25C24 


67N 


4.915 


25C24 


66C 


4. 


929 


25C24 


650 


4.975 


25C24 


67CG 


4.986 


25C25 


66CA 


3. 


301 


25C25 


610D1 


3.379 


25C25 


67CD2 


3.477 


25C25 


67CE2 


3. 


538 


25C25 


60ND2 


3.834 


25C25 


66N 


3.859 


25C25 


650 


3. 


860 


25C25 


66C 


3 .977 


25C25 


65C 


4.082 


25C25 


6 OCA 


4. 


110 


25C25 


6 ICG 


4.139 


25C25 


6 IN 


4.153 


25C25 


590 


4. 


235 


25C25 


67N 


4.302 


25C25 


60C 


4.526 


25C25 


60CG 


4. 


585 


25C25 


660 


4.675 


25C25 


60CB 


4 701 


25C25 


61CB 


4. 


755 


25C25 


67CG 


* ; .785 


25C25 


610D2 


4.825 


25C25 


67CZ 


4. 


879 


25C26 


610D1 


j. 031 


25C26 


67CE2 


3.662 


25C26 


66CA 


3. 


882 
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25C26 66N 3.954 

25C26 67CD2 4.058 

25C26 61CB 4.672 

25C26 65CA 4.818 

25C27 610D1 3.004 

25C27 67CD2 4.744 

25C28 610D1 3.343 

25C28 2640H2 4.506 

25C29 66N 3.077 

25C29 66CA 3.531 

25C29 67CE2 4.189 

25C29 660 4.382 

25C29 61CG 4.593 

25030 66N 3.458 

25O30 660 4.008 

25O30 66C 4.287 

25O30 670H 4.470 

25C31 66N 3.498 

25C31 660 4.018 

25C31 66C 4.608 

25C31 65N 4.883 

25032 66N 4.273 

25032 65N 4.681 

25C33 1610 4.383 

25C33 25SG 4.802 

25C34 660 3.833 

25C34 162N 4.305 

25C34 162C 4.644 

25C34 163CB 4.789 

25C35 66C 4.208 

25C35 66N 4.887 

25C35 68SD 4.962 

25C36 660 3.430 

25C36 163CA 4.250 

25C36 26CB 4.411 

25C36 66C 4.580 

25C36 26CX 4.975 



TABLE XXII 

25C26 650 4.020 

25C26 61CG 4.066 

25C26 61N 4.764 

25C26 610D2 4.956 

25C27 67CE2 4.045 

25C27 610D2 4 . 951 

25C28 67CE2 4.306 

25C28 610D2 4.829 

25C29 65C 3.103 

25C29 65CA 3.578 

25C29 640 4.192 

25C29 65N 4.522 

25C29 64C 4.738 

25030 67CE2 3.803 

25O30 66CA 4.009 

2503 0 67CD2 4.421 

25O30 650 4.551 

25C31 65CA 3.654 

25C31 66CA 4.416 

25C31 650 4.872 

25032 65CA 3.690 

25032 65C 4.343 

25C33 660 3.876 

25C33 65CA 4.417 

25C33 65C 4.843 

25C34 161C 4.228 

25C34 163N 4.452 

25C34 25SG 4.656 

25C34 66N 4.994 

25C35 163CB 4.767 

25C35 67CA 4.934 

25C35 67CD1 4.992 

25C36 68SD 3.532 

25C36 134CB 4.328 

25C36 68CE 4.444 

25C36 67CA 4.718 

25C37 660 3.900 



25C26 


65C 


4.027 


25C26 


66C 


4.566 


25C26 


67CZ 


4 


.811 


25C26 


660 


4 


.959 


25C27 


6 ICG 


4 


.208 


25C27 


670H 


4 


.988 


25C28 


6 ICG 


4 


.423 


2SC28 


67CD2 


4 


.927 


25C29 


650 


3 


.481 


25C29 


610D1 


3 


.662 


25C29 


66C 


4.265 


25C29 


67CD2 


4 


.589 


25C29 


61CB 


4 


.762 


2503 0 


65C 


3 


.840 


25O30 


65CA 


4 


.053 


25O30 


67C2 


4 


.431 


25O30 


640 


4 


.750 


25C31 


65C 


3 


.885 


25C31 


640 


4. 


.463 


25C31 


67CE2 


4. 


.874 


25032 


640 


3 . 


.833 


25032 


64C 


4. 


,667 


25C33 


66N 


4. 


,173 


25C33 


161C 


4. 


670 


25C33 


66C 


4. 


902 


25C34 


1610 


4. 


287 


25C34 


162CA 


4. 


613 


25C34 


161CA 


4. 


669 


£ jLj D 


0 DU 


2. 


981 


25C35 


26CB 


4. 


871 


25C35 


209CD2 


4. 


958 


25C35 


67CE1 


5. 


000 


25C36 


163CB 


3. 


585 


25C36 


163N 


4. 


364 


25C36 


209CD2 


4. 


518 


25C36 


162C 


4. 


845 


25C37 


67CE1 


4. 


120 
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25C37 


209CD2 


4.133 


25C37 


670H 


4.559 


25C37 


134CB 


4.928 


25C38 


25S6 


3.703 


25C38 


26CD1 


4.241 


25C38 


1610 


4.500 


25C38 


65N 


4.855 


25039 


26CD1 


3.044 


25039 


660 


3.555 


25039 


26CB 


3.796 


25039 


66CA 


4.102 


25039 


26N 


4.359 


25039 


26CX 


4.689 


25N40 


25SG 


3.113 


25N40 


230 


4.202 


25N40 


23C 


4.779 


25N40 


25CB 


4.902 


25N41 


230 


3.122 


25N41 


23CA 


3.458 


25N41 


24N 


4.403 


25N41 


26CD1 


4.572 


25N41 


23N 


4.898 


25N42 


65CA 


3.978 


25N42 


66CA 


4.168 



TABLE XXD 



25C37 


67CZ 


4.304 


25C37 


160O 


4.722 


25C37 


67CG 


4.960 


25C38 


66N 


3 .862 


25C38 


65C 


4.328 


25C38 


2240H2 


4.706 


25C38 


26CG 


4.876 


25039 


65CA 


3.072 


25039 


230 


3 .635 


25039 


25SG 


3 .860 


25039 


66C 


4.239 


25039 


650 


4.668 


25039 


2240H2 


4.850 


25N40 


1610 


3 .678 


25N40 


65CA 


4.334 


25N40 


23CA 


4.821 


25N40 


26CD1 


4.925 


25N41 


2240H2 


3.404 


25N41 


25CB 


4.118 


25N41 


65CA 


4.453 


25N41 


25CA 


4.709 


25N42 


660 


3.140 


25N42 


66C 


4.005 


25N42 


67CE2 


4.883 



25C37 


67CD1 


A A 7 *1 

4 . 472 


25C37 


67CE2 


4 . 812 


25C38 


65CA 


i . DOD 


25C38 


660 


A 1 CQ 

4 . lo9 


25C38 


230 




25C38 


26CB 


a n a a 


25039 


66N 


2 . y D4 


25039 


65C 


*5 ACQ 

3 . 4oo 


25039 


26CG 


3 . 71d 


25039 


26NE1 


A A Q "1 


25039 


65N 


A TOO 

4 .292 


25039 


23C 


VI *C C Q 

4 . oo9 


25039 


26CD2 


A flirt 

4 . 970 


25N40 


2240H2 


A f\ A c 

4 . 045 


25N40 


161C 


4.525 


25N40 


162CA 


4.878 


25N41 


25SG 


2.621 


25N41 


23C 


3.447 


25N41 


25N 


4.161 


25N41 


1610 


4.531 


25N41 


26N 


4.861 


25N42 


66N 


3.340 


25N42 


65C 


4.084 
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TABLE XXIII 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 

inhibitor (IS) -N- [2- [ (1-benzyloxycarbonylamino) -3- 
methylbutyl] thiazol-4-ylcarbonyl] -N' - {N-benzyloxycarbonyl-L- 

leucinyl ) hydrazide . 



Atom 


1 Atom 2 


Dist. 


Atom 


1 Atom 2 


Dist. 


Atom 


1 Atom 2 


Dist. 


25C1 


184CB 


A 

4 


. 236 


25C1 


184CG 


A 

4 


. 418 


25C1 


1840 


4.425 


25C1 


184CD2 


4 


. 593 


25C1 


184CE3 


4 


£ r\ 

. 660 


25C1 


188CD1 


4 


.721 


25C2 


1840 


3 


. 268 


25C2 


184CB 


3 


/■on 

• 689 


25C2 


184C 


4 


.080 


25C2 


184CG 


4 


.182 


25C2 


184CA 


A 

4 


• 182 


25C2 


184CD2 


4 


.784 


25C2 


184CD1 


4 


.821 


25C2 
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TABLE XXIV 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 2 - 1 N- { 3 -benzy loxybenzoy 1 ) ] -2 1 - [N ' - (N- 
benzyloxycarbonyl-L-leucinyl) ] carbohydrazide . 



Atom 


1 Atom 2 


Dist . 


Atom 


1 Atom 2 


Dist. 


Atom 


1 Atom 2 


Dist. 


25C1 


2410H2 


3 


.570 


25C1 


184CD1 


3 


. / j& 


25C1 


184CB 


3 


.771 


25C1 


184CG 


3 


.795 


25C1 


1840 


«j 


■ O J J 


25C1 


180D1 


3 


.918 


25C1 


184CA 


3 


.940 


25C1 


18ND2 


4 


. 077 


25C1 


184C 


4.295 


25C1 


18CG 


4 


.335 


25C1 


20O 


4 


526 


25C1 


184NE1 


4 


.545 


25C1 


184CD2 


4 


.638 


25C2 


180D1 


2 
<* 


991 


25C2 


184CD1 


3 


.364 


25C2 


184CA 


3 


.673 


25C2 


20O 


~j 


68? 


25C2 


18CG 


3 


.691 


25C2 


184CG 


3 


.828 


25C2 


2 ON 


3 


. 856 


25C2 


18ND2 


3 


.872 


25C2 


184CB 


3 


.927 


25C2 


1840 


4 


146 


25C2 


19CG 


4 


.202 


25C2 


184C 


4 


.236 


25C2 


184NE1 


4 


236 


25C2 


1830 


4 


.241 


25C2 


2 OCA 


4 


.325 


25C2 


20C 


4 


444 


25C2 


19N 


4 


.506 


25C2 


184N 


4 


.779 


25C2 


2410H2 


4 


781 
» /ox 


25C2 


19C 


4 


.859 


25C2 


184CD2 


4 


.882 


25C2 


183C 


4 


942 

. J *m £m 


25C2 


18CB 


4, 


.966 


25C3 


200 


2, 


.766 


25C3 


184CD1 




449 


25C3 


19CG 


3 . 


.485 


25C3 


2 ON 


3 . 


.566 


25C3 


180D1 


j < 


» i 


25C3 


20C 


3 . 


.715 


25C3 


184NE1 


3 . 


.945 


2SC3 


2 OCA 


3. 


.980 


25C3 


19CD 


4. 


.274 


25C3 


184CG 


4.298 


25C3 


19C 


4. 


.413 


25C3 


1830 


4. 


.573 


25C3 


19N 


4. 


586 


25C3 


184CA 


4. 


,627 


25C3 


19CB 


4. 


.636 


25C3 


18CG 


4. 


663 


25C3 


19CA 


4. 


734 


25C3 


19NE2 


4. 


739 


25C3 


184CB 


4. 


805 


25C3 


190E1 


4. 


890 


25C3 


2 IN 


4. 


941 


25C3 


184CE2 


4. 


965 


25C4 


20O 


2. 


926 


25C4 


184CD1 


3. 


912 


25C4 


184NE1 


3 . 


991 


25C4 


20C 


4. 


103 


25C4 


19CG 


4. 


382 


25C4 


2 ON 


4. 


662 


25C4 


184CG 


4. 


708 


25C4 


2 OCA 


4. 


787 


25C4 


19CD 


4. 


799 


25C4 


184CE2 


4. 


822 


25C4 


180D1 


4. 


987 


25C4 


2410H2 


4. 


989 


25C4 


19NE2 


4. 


989 


25C5 


2410H2 


3. 


832 


25C5 


20O 


3 . 


929 


25C5 


184CD1 


4. 


241 


25C5 


184NE1 


4. 


312 


25C5 


184CG 


4. 


671 


25C5 


184CE2 


4. 


778 


25C5 


184CD2 


4. 


987 


25C6 


2410H2 


2. 


940 


25C6 


184CD1 


4. 


176 


25C6 


184CG 


4. 


243 


25C6 


184CB 


4. 


555 


25C6 


184NE1 


4. 


583 


25C6 


20O 


4. 


631 


25C6 


184CD2 


4. 


694 


25C6 


184CE2 


4. 


889 


25C7 


200 


2. 


932 



>v4 
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25C7 20C 4.097 

25C7 184NE1 4.478 

25C7 220 4.737 

25C7 21C 4.925 

2508 184NE1 3.951 

2508 190E1 4.351 

2508 184CE2 4.877 

25C9 19CD 4.724 

25C11 162CE1 4.868 

25C14 162CB 4.001 

25C14 1610 4.489 

25C14 1610D1 4.720 

25C14 161C 4.794 

25015 162ND1 3.165 

25015 162CA 3.794 

25015 162N 4.125 

25015 161C 4.425 

25015 161CG 4.704 

25015 184CH2 4.953 

25N16 1610 3.898 

25N16 162CA 4.252 

25N16 25CB 4.583 

25N17 25SG 2.713 

25N17 162CA 3.321 

25N17 162CB 3.840 

25N17 162CE1 3.946 

25N17 161CA 4.922 

25C18 19NE2 4.103 

25C18 162CE1 4.452 

25C18 184CE2 4.604 

25C19 1610 3.652 

25C19 25CA 4.137 

25C19 162CA 4.352 

25C19 163N 4.621 

25C19 162CG 4.766 

25C19 26N 4.949 

25O20 19NE2 3.371 



TABLE XXIV 

25C7 19NE2 4.319 

25C7 19CD 4.533 

25C7 184CD1 4.756 

2508 19NE2 3.416 

2508 200 4.046 

2508 220 4.445 

25C9 19NE2 4.211 

2SC11 162ND1 4.502 

25C14 162ND1 3.357 

25C14 162CE1 4.036 

25C14 184CZ2 4.614 

25C14 162N 4.758 

25C14 25SG 4.940 

25015 162CG 3.174 

25015 162CE1 3.969 

25015 184CZ2 4.191 

25015 1610 4.436 

25015 1370 4.758 

25N16 162ND1 3.293 

25N16 162CE1 4.030 

25N16 162CB 4.323 

25N16 162N 4.723 

25N17 1610 2.829 

25N17 161C 3.640 

25N17 162N 3.876 

25N17 163N 4.346 

25N17 162CD2 4.988 

25C18 184CZ2 4.414 

25C18 19CD 4.549 

25C19 25SG 1.793 

25C19 162ND1 3.659 

S5C19 230 4.303 

25C19 19NE2 4.435 

25C19 23CA 4.646 

25C19 190E1 4.843 

25O20 25SG 2.529 

25O20 23CA 3.588 



X J w / 


X «7l«VJ 


4.452 


X JV- I 


91 PA 

x IV-n 


4 


.627 


25C7 

X J\. f 


21 N 
X X1N 


4.840 


2508 




3.782 


2508 


19CG 

X .7 ww 


4 


.180 


2508 


I84rni 

x gtcux 


4 


.559 


25C9 

X J W J 


184NE1 


4 


.403 


25C11 

X JUl X 


184PZ2 

x o wjux 


4 


.687 


25C14 


162CG 

X VJ 46 ww 


3 


.831 


25C14 

x -J w x *m 


162CA 

4>U6 W*» 


4 


.368 


X -i V— X •* 


162CD2 

X \J X W WX 


4 


.682 


25C14 

X Jv X "a 


162NE2 

X V 4b * 1 4M X 


4 


.766 


25015 

X J wX -J 


162CB 

X w 4b wO 


3 


.130 


25015 

X ~J \J X —J 


1610D1 


3 


.790 


25015 


162CD2 

IVm W4W4b 


4 


.004 


25015 


162NE2 

X W 4b 4> < 1 i m I 


4 


.407 


X JVA -J 


137CB 

X J f W4W 


4 


.597 


25015 

X ^ W J- *J 


161CB 

X V4 X W4hJ 


4 


.862 


25N16 


25SG 

x w ww 


3 


.828 


25N16 

X *JVi X \J 


162CG 


4 


.119 


25N16 

X Jli X w 


161C 

X U X w 


4 


.537 


X Jit X \J 




4 


.776 


X JIM X / 


X VJXiMJJX 


2 


.962 


25N17 

X Jll X / 


162CG 

X VJX ww 


3 


.800 


25N17 


25CB 

X JUL) 




878 


X JIM x / 


X V/4b w 


4 


.395 


25P18 

4b JV« X o 


184NE1 

X O VliCiX 


4 


.080 


X J\- X o 


X O xiMUX 


4 


.448 


25C18 


190E1 


4 


.597 


25C19 


25CB 


3 


.071 


25C19 


25N 


4 


.072 


25C19 


162CE1 


4 


.350 


25C19 


23C 


4 


.511 


25C19 


161C 


4 


.687 


25C19 


25C 


4 


.879 


25O20 


25CB 


3 


.171 


25O20 


23C 


3 


.681 
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25O20 25N 3.725 

25O20 25CA 4.076 

25O20 24N 4.306 

25O20 24C 4.875 

25C21 1580 3.615 

25C21 160N 4.442 

25C22 160CD1 3.593 

25C22 209CD2 4.511 

25C23 160CD1 4.157 

25C23 160CB 4.279 

25C23 160CG 4.625 

25C24 160CB 3.993 

25C24 160N 4.617 

25C24 67CE1 4.808 

25C25 160N 3.593 

25C25 160CA 3.958 

25C25 160CD1 4.653 

25C25 158C 4.995 

25C26 160CB 3.661 

25C26 160CA 4.096 

25C26 159C 4.497 

25C26 159N 4.714 

25C27 670H 4.363 

25C27 67CZ 4.684 

25028 160C 3.644 

25028 161N 4.476 

25028 161C 4.988 

25C29 1610 4.438 

25C29 660 4.888 

25O30 67CE1 3.985 

25O30 67C2 4.313 

25O30 670H 4.687 

25C31 1610 3.206 

25C31 163CB 4.458 

25C31 1600 4.531 

25C31 162C 4.753 

25C32 66C 3.901 



TABLE XXIV 

25O20 230 3.770 

25020 190E1 4.231 

25O20 162CE1 4.450 

25O20 23N 4.969 

25C21 160CG 3.707 

25C21 158C 4.580 

25C22 160CG 4.157 

25C22 209CD1 4.980 

25C23 209CD2 4.159 

25C23 160O 4.519 

25C23 67CZ 4.894 

25C24 160C 4.419 

25C24 160CD1 4.665 

25C24 670H 4.862 

25C25 160CB 3.664 

25C25 160C 3.985 

25C25 159C 4.710 

25C26 1580 2.899 

25C26 160CG 3.791 

25C26 160CD1 4.159 

25C26 159CA 4.565 

25C26 158CA 4.955 

25C27 67CE1 4.376 

25C27 160CB 4.754 

25028 161CA 4.394 

25028 160CA 4.624 

25C29 160O 3.266 

25C29 161CA 4.632 

25C29 67CE1 4.893 

25O30 660 4.035 

25O30 160O 4.446 

25O30 67CG 4.823 

25C31 161C 3.941 

25C31 163N 4.486 

25C31 161CA 4.598 

25C31 162CA 4.857 

25C32 163CB 4.205 

y>1 



25020 


162ND1 


4 


.071 


25O20 


19CD 


4 


.248 


25020 


1610 


4 


.781 


25C21 


160CD1 


3 


.590 


25C21 


160CB 


3 


.983 


25C21 


16 OCA 


4 


.835 


25C22 


160CB 


4.282 


25C22 


1580 


4 


.986 


25C23 


67CE1 


4 


.205 


25C23 


670H 


4 


.588 


25C24 


160O 


3. 


.474 


25C24 


160CA 


4. 


.596 


25C24 


160CG 


4. 


.704 


25C25 


160O 


3. 


.271 


25C25 


1580 


3. 


.952 


25C25 


160CG 


4. 


.302 


25C25 


159CA 


4. 


,972 


25C26 


160N 


3. 


.477 


25C26 


158C 


3. 


973 


25C26 


160O 


4. 


202 


25C26 


160C 


4. 


606 


25C27 


160O 


3. 


338 


25C27 


160C 


4. 


512 


25028 


160O 


2. 


420 


25028 


160CB 


4. 


473 


25028 


1610 


4. 


916 


25C29 


160C 


4. 


372 


25C29 


161C 


4. 


791 


25C29 


161N 


4. 


959 


25O30 


67CD1 


4. 


256 


25O30 


66C 


4. 


682 


25O30 


67CE2 


4. 


858 


25C31 


660 


3. 


994 


25C31 


25SG 


4. 


527 


25C31 


162N 


4. 


697 


25C32 


660 


2. 


742 


25C32 


26CB 


4. 


317 



WO 97/16177 



PCI7US96/17512 " 



25C32 66N 4.512 

25C32 67N 4.724 

25C33 660 3.447 

25C33 209CD2 4.102 

25C33 67CA 4.465 

25C33 163CA 4.689 

25C34 134CB 3.099 

25C34 134CA 3.973 

25C34 68SD* 4.317 

25C34 68CE 4.364 

25C34 660 4.910 

25C34 134C 4.977 

25C35 67CD1 3.240 

25C35 67CE1 3.871 

25C35 68SD 4.179 

25C35 66C 4.393 

25C35 134CB 4.642 

25C35 67CZ 4.930 

25C36 25SG 3.829 

25C36 66N 4.338 

25C36 163N 4.963 

25037 65CA 3.411 

25037 1610 4.314 

25037 26CD1 4.400 

25037 640 4.804 

25N38 1610 2.583 

25N38 162CA 4.301 

25N38 25CB 4.579 

25N38 163CB 4.921 

25N39 230 3.947 

25N39 161C 4.625 

25N39 23CA 4.780 

25N40 160O 3.177 

25N40 161CA 3.804 

25N40 162N 4.578 



TABLE XXIV 

25C32 67CA 4.651 

25C32 68SD 4.771 

25C33 68SD 3.722 

25C33 68CE 4.212 

25C33 66C 4.538 

25C33 26CB 4.751 

25C34 163CB 3.583 

25C34 163CA 3.984 

25C34 1620 4.344 

25C34 160O 4.704 

25C34 161C 4.924 

25C34 134N 4.991 

25C35 660 3.588 

25C35 67CG 3.924 

25C35 209CG 4.360 

25C35 2340H2 4.424 

25C35 68N 4.661 

25C35 67CD2 4.976 

25C36 660 4.065 

25C36 65CA 4.529 

25C36 26CB 5.000 

25037 660 3.590 

25037 66CA 4.368 

25037 25SG 4.578 

25037 26CB 4.911 

25N38 25SG 2.797 

25N38 163N 4.348 

25N38 162C 4.720 

25N39 25SG 2.623 

25N39 25CB 4.194 

25N39 65CA 4.670 

25N39 25CA 4.961 

25N40 1610 3.216 

25N40 160C 4.036 

25N40 660 4.918 



25C32 


1610 


4 


.691 


25C32 


66CA 


4 


.830 


25C33 


163CB 


3 


.798 


25C33 


134CB 


4 


.330 


25C33 


67CD1 


4 


.678 


25C33 


163N 


4 


.950 


25C34 


209CD2 


3 


.879 


25C34 


163N 


4 


.154 


25C34 


162C 


4.346 


25C34 


1610 


4 


.819 


25C34 


1330 


4 


.972 


25C35 


209CD2 


3 


.174 


25C35 


67CA 


3. 


.813 


25C35 


67CB 


4, 


.168 


25C35 


68CE 


4. 


.389 


25C35 


67N 


4. 


.535 


25C35 


67C 


4. 


.803 


25C36 


1610 


3. 


,232 


25C36 


161C 


4. 


,303 


25C36 


26CD1 


4. 


948 


25037 


66N 


3.256 


25037 


65C 


3 . 


845 


25037 


66C 


4. 


383 


25037 


65N 


4. 


736 


25037 


26CG 


4. 


987 


0 snip 


1 C1P 
XOiL 


3. 


765 


25N38 


162N 


4. 


497 


25N38 


161CA 


4. 


814 


25N39 


1610 


3. 


421 


25N39 


23C 


4. 


527 


25N39 


25N 


4. 


673 


25N39 


162CA 


4. 


964 


25N40 


161C 


3. 


641 


25N40 


161N 


4. 


304 
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TABLE XXV 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 4- [N- [ (phenylmethoxy) carbonyl] -L-leucyl] -1- [N- 
[ (phenylmethoxy) carbonyl] -L-leucyl ] -3-pyrrolidinone , 



Atom 


1 Atom 2 


Dist . 


Atom 


1 Atom 2 


Dist. 


Atom 


1 Atom 2 


Dist. 


25C1 


1840 


4 


. 017 


25C1 


184CD1 




933 


25C1 


184CG 


A 
4 


. z94 


25C1 


184CB 


4 


.338 


25C1 


184CA 


A 
■* 




25C1 


180D1 


A 
4 


CQ1 


25C1 


184C 


4 

•* 


634 


25C1 


184NE1 


A 


fi79 


25C1 


184CD2 


A 

4 


. y y 2 


25C2 


200 


3 


689 


25C2 


20C 


A 


1 Q4 


25C2 


21NE2 


A 

4 


. 4 34 


25C2 


184CD1 




266 

* mi \J \J 


25C2 


2 ON 


A 




25C2 


2 OCA 


A 

4 


7 Q / 


25C2 


19CG 


4 


696 
• \j j \j 


25C2 


180D1 


A 


707 


25C2 


184NE1 


A 

4 


. / j1 


25C2 


184CG 


4 


.742 


25C2 


184CA 


A 
*m 


975 


25C3 


20O 


■3 
J 


• / 3D 


25C3 


184CD1 


4 


. 039 


25C3 


184NE1 


A 
t 




25C3 


21NE2 


A 
4 


111 
• ill 


25C3 


20C 


4 


569 

• -J VJ J/ 


25C3 


19CG 


A 
•a 


67ft 


25C3 


184CG 


A 
4 


71 A 

. / X 4 


25C3 


184CE2 


4 


.790 


25C3 


19CD 


A 
*» 


• J J A. 


25C4 


184NE1 




CI 4 


25C4 


184CD1 


3 


761 


25C4 


184CE2 


3 


871 


25C4 


184CG 


A 
4 




25C4 


184CD2 


4 


• 302 


25C4 


184CZ2 


4 


446 


25C4 


21NE2 


A 
4 


a 03 0 


25C5 


184CE2 


3 


. 679 


25C5 


184NE1 


3 


687 

a WO I 


25C5 


184CD2 


"3 


• DO 0 


25C5 


184CD1 


3 


.704 


25C5 


184CG 


3 


711 

a t XX 


25C5 


184CZ2 


A 
*■ 


717 
• OX/ 


25C5 


184CE3 


4 


• j j w 


25C5 


184CB 


A 


41 7 

a 1 JL 1 


25C5 


184CH2 


A 
4 


• o4 / 


25C5 


184CZ3 


4 


.856 


25C6 


184CG 


3 


.747 


25C6 


184CD1 


3 


.955 


25C6 


184CB 


3 


.964 


25C6 


184CD2 


4 


.101 


25C6 


1840 


4 


.262 


25C6 


184NE1 


4 


.395 


2SC6 


184CE2 


4 


.487 


25C6 


184CA 


4 


.531 


25C6 


184CE3 


4 


.701 


25C6 


184C 


4 


.882 


25C7 


184NE1 


3 


.584 


25C7 


184CE2 


3 


.808 


25C7 


184CZ2 


3 


.945 


25C7 


184CD1 


4 


.327 


25C7 


184CD2 


4 


.651 


25C7 


184CH2 


4 


.855 


25C7 


184CG 


4 


.925 


2508 


184NE1 


3 


.393 


2508 


184CE2 


3 


.944 


2508 


184CZ2 


4 


.069 


2508 


184CD1 


4 


.312 


2508 


19NE2 


4 


.602 


2508 


19CD 


4 


.825 


25C9 


184NE1 


3 


.291 


25C9 


184CZ2 


3 


.627 


25C9 


184CE2 


3 


.765 


25C9 


162ND1 


3 


.949 


25C9 


162CE1 


4 


.256 


25C9 


184CD1 


4 


.478 


25C9 


19NE2 


4 


.492 


25C9 


190E1 


4 


.778 


25C9 


19CD 


4 


.791 


25C9 


184CH2 


4 


.870 


25010 


184NE1 


2 


.688 


25O10 


162ND1 


2 


.878 


25O10 


162CE1 


3 


.073 


25O10 


184CE2 


3 


.353 


25O10 


184CZ2 


3 


.407 


25O10 


190E1 


3 


.804 


25O10 


184CD1 


3 


.882 


25O10 


19NE2 


3 


.911 


25O10 


19CD 


4. 


.053 


25O10 


162CG 


4. 


.083 


25010 


162NE2 


4 


.247 


25O10 


184CD2 


4. 


.680 


25O10 


184CH2 


4. 


.748 


25O10 


162CD2 


4 


.767 


25O10 


162CB 


4 . 


.822 


25O10 


25CB 


4. 


.894 


25O10 


184CG 


4 


.921 


25O10 


25SG 


4 . 


.959 


25C11 


1610 


3 


.603 


25C11 


162ND1 


3 


.785 
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25C11 162CB 4.170 

25C11 161C 4.651 

25C11 162CA 4.759 

25C12 161CG 4.426 

25C12 161CB 4.644 

25C13 1370 3.927 

25C13 184CZ2 4.318 

25C13 143NE2 4.527 

25C13 184CH2 4.656 

25C14 143NE2 3.452 

25C14 184CH2 4.327 

25C14 138CA 4.757 

25C15 138CA 3.182 

25C15 138CB 3.598 

25C15 137CA 4.362 

25C15 138C 4.523 

25C15 1380G 4.662 

25C15 1610 4.924 

25C16 161C 4.310 

25C16 162CA 4.657 

25017 1610 3.437 

25N18 2SSG 3.301 

25N18 162CB 4.239 

25N18 25CB 4.462 

25N18 19NE2 4.948 

25C19 1610 3.592 

25C19 162ND1 4.530 

25C19 161C 4.613 

25N20 184CZ2 4.159 

25N20 184CE2 4.669 

25C21 25SG 3.220 

25C21 162N 4.439 

25C21 25CB 4.980 

25C22 25N 3.317 

25C22 23CA 3.914 

25C22 19NE2 4.196 

25C22 26N 4.510 

25C22 24CA 4.697 

25C22 26CD1 4.881 

25023 25CB 2.896 

25023 23C 3.263 

25023 230 3.894 

25023 190E1 4.163 



TABLE XXV 



9 RP1 1 




4 


.352 


ocoi i 

Z DUX J. 


1 C1 rvni 

XOXUJJX 


4 


.678 


o t;n 9 


xoxu 


3 


.598 


9C01 9 


XOXU 


4 


.497 


o o 

ZDUXZ 


i £9wmi 
XOZNUX 


4.828 




1 7 ?p 

XJ /u 


A 
*m 


080 


o coi 7 


X J OLA 


A 
*» 


377 


9 coi 7 


i ci OO 
X OXUvj 


A 
*u 




9 SJOI 7 


X DZLD 


A 
*n 


732 


9 «;n A 

Z 


XOftUZtZ 


A 
*» 


059 


9 COI A 




4 


. 676 


9 COI d 


1 7 PM 


4 


.988 


9C01 c 


X J ON 


3 


.231 


9 COI C 


i 770, 

XJ / \J 


3 


.616 


9 COI C 
Z DUX 3 


X O XIML/Z 


4 


.367 


Z jLlJ 


1 7*7 o*r 

XD /LO 


4 


.599 


9C01 C 


lOlLO 


4 


.679 


9C01 A 


XOXU 


3 


.101 


ZDL1D 


1 C0OH 
X OZU.D 


4 


.562 


9 COI £ 


1 cooo 

XOZUo 


4 


.876 


ZDUX / 


XOXU 


4 


.661 


9 CKT1 Q 
ZDJNXO 


xoznux 


3 


.608 


9CM1 P 
ZD1NXO 


XOXU 


4 


.252 


9CM1 Q 
Z DINXo 


XOZU&X 


4 


.653 


9 cwi p 

Z DIN lo 


07O& 
Z JLn 


4 


.995 


9 COI Q 
Z DUX 17 


970A 


4.261 


Z DUX;7 


970 
z ju 


4 


.535 


9 COI 0 

Z JV.1I7 


970 


4 


.725 


Z DrJZ U 


XOZEMJJX 


4 


.342 


9 CMOfi 
Z DNZ U 


XOZUHX 


4 


.970 


9 coo 1 

Z DUZ X 


xoxu 


3 


.894 


9 coo 1 

Z DUZ X 


ccoa 

0DUA 


4 


.747 


0 COO 0 
Z DUZZ 


0 C CP 


1 


.762 


25C22 


25CA 


3 


.720 


25C22 


230 


4 


.043 


25C22 


24C 


4 


.394 


25C22 


25C 


4 


.601 


25C22 


162CA 


4 


.792 


25023 


25SG 


2 


.430 


25023 


19NE2 


3 


.003 


25023 


24N 


3 


.328 


25023 


24C 


3 


.945 


25023 


24CA 


4 


.166 



'HI 



Z DUXX 


1 040*70 
Xo4U6Z 


A 
<* 


. 34 / 


ZDUXX 


xozuEx 


A 

4 


. 739 


O COI O 
Z DUlz 


i r i or\i 
XoXODX 


3 


.692 


O COI o 

zdCxz 


1 C OOO 

xozuB 


4 


.500 


z5C13 


1^1 ATM 

XolODl 


3 


.668 


2 5C13 


138N 


4 


.272 


z dCIj 


1 "J ^on 

137CB 


4 


.500 


O C0 1 O 
Z DUX J 


1 CIA 

XbXU 


4 


.651 


0 COI 7 
Z DUX J 


1 7 OOTi 

XJ /uA 


4 


.757 


0 COI it 
ZDUX4 


1 7 TO 
XJ /O 


4 


.191 


O COI A 
Z DUX4 


1 7 00 
XJ /U 


4 


.726 


O COI C 

Z DUX D 


XO XUJJX 


3 .025 


o COI c 

z duXd 


1 7 OO 
XJ /U 


3 


.477 


O coi e 
z duXd 


1^1 OO 

XO XUvj 


3 


.781 


Z DUXD 


1 7 7M 
XJ /vi 


4 


.495 


ncn c 
Z DUXD 


X4 JWCiZ 


4 


.610 


O COI C 

ZDUXD 


1 7 DA 
XJ OU 


4 


.905 


O COI c 
ZDUXO 


XOZWJJX 


4.231 


O C0 1 £ 
ZDUXO 


o ceo 


4 


.612 


O COI c 
Z DUXO 


XbzN 


4 


.992 


z DNXo 


XOXU 


3 


.143 


z DNXo 


1 £OOR 

XOZUA 


4 


.088 


zdNXo 


1 cooo 
XozuCj 


4.379 


ZDNXO 


1 COM 


4 


.681 


OCOl Q 

ZDUX2 


9 CCO 


2 


.850 


OCOI Q 

ZDUXy 


9 COtt 
Z DUD 


4 


.284 


OCOl Q 

ZDuxy 


1 C0O& 
XOZUA 


4.545 


*5 COI Q 

z du x y 


0 CM 
Z DM 


4 


.814 


ZDInZ u 


1 Q A MT? 1 
104NL1 


4 


.452 


*5 COO 1 
Z DUZ X 


1 C1 O 
XOXU 


3 


.074 


O COO 1 
Z DUZ X 


1 COOA 
XOZUA 


4 


.288 


O COO 1 
Z DUZ X 


i a i or 
XoXuA 


4 


.860 


*3 COO O 


o co*n 
ZDUo 


2 


.996 


25C22 


23C 


3 


.769 


25C22 


24N 


4 


.052 


25C22 


162ND1 


4 


.399 


25C22 


1610 


4 


.652 


25C22 


163N 


4 


.837 


25023 


25N 


2 


.866 


25023 


23CA 


3 


.259 


25023 


25CA 


3 


.459 


25023 


19CD 


4 


.004 


25023 


220 


4 


.360 



WO 97/16177 



PCT/US96/17512 



TABLE XXV 



25023 


162ND1 


4.426 


25023 


23N 


4.535 


25023 


2 5P 
z ju 


4 




25023 


26N 


4.784 


25023 


22C 


4 . 908 


L JUL J 


1 ^2r*i?i 


A 
4 


. y 12 


25C24 


590 


3 .356 


25C24 


610D2 


4.112 


25P24 


OULA 


A 

4 




25C24 


6 IN 


4.252 


25C24 


60ND2 


4 .327 


l Jul f* 


OUv. 


A 

4 


. j 97 


25C24 


67CE2 


4.413 


25C24 


59C 


4 .424 






A 

4 


C A ft 

. o49 


25C24 


61CB 


4.711 


25C24 


6 ON 


4 . 781 


25P24 


CCA 


A 

4 


O 1 A 
. 810 


25C24 


66CA 


4.888 


25C24 


6 ICG 


4 890 




OXODz 


*> 

2 


ft T A 

. 979 


25C25 


61CB 


3.456 


25C25 


6 IN 


3 5fl2 


* DLZD 


olCG 


3 


. 623 


25C25 


650 


4.058 


25C25 


60C 


4 074 




blCA 


4 


.084 


25C25 


590 


4.120 


25C25 


6 OCA 


4 277 




a 1 aim 


4 


.827 


25C25 


65C 


4.828 


25C25 


600 


4 832 

"» • <J> J L 


95f , 2«; 


OOuA 


4 


.907 


25C26 


61CB 


3 .331 


25C26 


650 


3 342 

J • J *m L 


9«>p2#; 


OlOJJZ 


3 


.552 


25C26 


6 ICG 


3.818 


25C26 


61N 


3 860 

J » \J \J V 


2 ^r»2*; 


O ju 


3 


.890 


25C26 


61CA 


4.226 


25C26 


640 


4 .287 


25P2 6 

Jul O 


DOIM 


4 


.362 


25C26 


66CA 


4.392 


25C26 


60C 


4 694 


25C2fi 

L o 




4 


.697 


25C26 


64C 


4.855 


25C26 


610D1 


4 . 925 


a JV.6 D 


D vun 


4 


.944 


25C27 


650 


3.537 


25C27 


65C 


3 . 661 


2 5P27 




3 


.764 


25C27 


66CA 


3.789 


25C27 


67CE2 


4 460 


25P27 

L JLL / 


DJuA 


4.463 


25C27 


640 


4. 501 


25C27 


61CB 


4 521 

^» * J L X 


2 5P27 
l jul / 




4 


.533 


25C27 


6 IN 


4.713 


25C27 


67CD2 


4 . 833 


2 5C27 

L JVu / 


O ' ULi 


4, 


.873 


25C27 


610D2 


4.935 


25C27 


660 


4 . 986 




fi7PT?9 

W /UC«L 


3 , 


.131 


25C28 


67CD2 


3.493 


25C28 


67CZ 


3 .739 


L JwA O 


OOuA 


3. 


.757 


25C28 


670H 


4.121 


25C28 


66C 


4 . 151 


4b JUL O 


v DIN 


4. 


.180 


25C28 


67CG 


4.339 


25C28 


650 


4 . 368 


L JUL O 




4. 


.383 


25C28 


65C 


4.453 


25C28 


67CE1 


4 . 537 


25C28 

L J U L 9 




4. 


576 


25C28 


660 


4.719 


25C28 


67CD1 


4 .789 


L JUL J 


v? / uC^L 


3 . 


099 


25C29 


67CD2 


3.367 


25C29 


60ND2 


4 . 065 


L J U L J 


S9f> 

J3U 


4. 


096 


25C29 


67C2 


4.107 


25C29 


66CA 


4 .348 


25C29 


67PG 

VJ # U VJ 


4. 


510 


25C29 


670H 


4.532 


25C29 


67N 


4 .689 


25C29 

L J U L J 




4. 


697 


25C29 


66C 


4.785 


25C29 


70OD1 


4.794 


25C29 

L JUL J 


vJ JUV 


4. 


942 


25C30 


65C 


3.364 


25C30 


66N 


3 . 477 


25C30 

L JU J V 


U» J W 


3. 


676 


25C30 


65CA 


3 .705 


25C30 


640 


3 .715 


L JU J V 




3. 


996 


25C3 0 


64C 


4 .521 


25C30 


65N 


4 571 


L JU J U 


ODv 


4. 


606 


25C30 


660 


4.690 


25031 


66N 


4 304 


L JUJ X 


O Ju 


4. 


471 


25031 


670H 


4.497 


25031 


67C2 


4.562 


25031 


65CA 


4. 


615 


25031 


640 


4.643 


25031 


66CA 


4.801 


25031 


660 


4. 


804 


25031 


67CE1 


4.862 


25031 


67CE2 


4.899 


25031 


650 


4. 


995 


25031 


66C 


4.998 


25C32 


660 


4.210 


25C32 


66N 


4. 


247 


25C32 


65CA 


4.648 


25C32 


65C 


4.675 


25C32 


67CE1 


4. 


683 


25C32 


66C 


4.745 


25C32 


67CZ 


4.797 


25C32 


66CA 


4. 


862 


25C32 


670H 


4.906 


25033 


67CE1 


4.116 


25033 


67CZ 


4. 


445 


25033 


670H 


4.485 


25033 


660 


4.628 


25033 


67CD1 


4. 


718 


25033 : 


2530H2 


4.812 


25033 


160O 


4.869 


25C34 


660 


3. 


728 



WO 97/16177 



PCT/US96/17512 



25C34 


66N 


4 


.086 


25C34 


25SG 


4 


.701 


25C34 


161C 


4 


.780 


25C35 


68CE 


4 


.248 


25C35 


163N 


4 


.929 


25C36 


134CB 


4 


.455 


25C36 


1600 


4 


.689 


25C36 


161C 


4 


.832 


25C36 


67CE1 


4 


.866 


25C37 


162N 


3 


.453 


25C37 


163N 


3 


.858 


25C37 


161N 


4 


.019 


25C37 


160C 


4 


.197 


25C37 


1600 


4 


.461 


25C37 


1610 


4 


.643 


25C37 


209CD2 


4 


.996 


25C38 


67CE1 


3 


.972 


25C38 


66O 


4 


.117 


25C38 


67CA 


4.927 


25C39 


66N 


3 


.612 


25C39 


65C 


4 


.099 


25C39 


66C 


4 


.666 


25C39 


66CA 


4 


.755 


25O40 


66N 


2. 


.789 


25O40 


65CA 


3 


.211 


25O40 


65C 


3 


.479 


25O40 


25SG 


3. 


.892 


25O40 


26CA 


4. 


.273 


25O40 


26CD2 


4. 


.697 


25O40 


26CE2 


4. 


.943 


25N41 


65CA 


3. 


,789 


25N41 


26CD1 


4. 


,417 


25N41 


23C 


4. 


,734 


25N41 


25N 


4. 


800 


25N41 


162CA 


4. 


874 


25C42 


230 


3.257 


25C42 


26CD1 


3. 


714 


25C42 


23CA 


3 . 


956 


25C42 


25CA 


4. 


156 


25C42 


65N 


4. 


469 


25C42 


26CG 


,4. 


728 


25C42 


26CB 


4. 


981 


25N43 


660 


3. 


722 



TABLE XXV 



25C34 


65CA 


4 


.283 


25C34 


66C 


4.710 


25C35 


660 


3 


.094 


25C35 


66N 


4 


.449 


25C35 


66CA 


4 


.993 


25C36 


209CD2 


4 


.608 


25C36 


162N 


4 


.700 


25C36 


161CA 


4 


.852 


25C36 


161N 


4 


.905 


25C37 


134CB 


3 


.566 


25C37 


1620 


3 


.881 


25C37 


162CA 


4 


.040 


25C37 


163CA 


4.335 


25C37 


160CB 


4 


.479 


25C37 


160CA 


4 


.832 


25C38 


209CD2 


3 


.377 


25C38 


68CE 


4 


.019 


25C38 


209CG 


4 


.387 


25C39 


65CA 


3 


.495 


25C39 


660 


3 


.741 


25C39 


26CB 


4 


.554 


25C39 


65N 


4 


.740 


25C39 


230 


4 


.898 


25O40 


660 


2 


.930 


25O40 


26CB 


3 


.444 


25O40 


66C 


3 


.767 


25O40 


26N 


3 


.999 


25O40 


65N 


4 


.534 


25O40 


650 


4 


.703 


25O40 


25N 


4 


.988 


25N41 


1610 


4 


.253 


25N41 


66N 


4 


.577 


25N41 


65N 


4 


.734 


25N41 


161C 


4 


.855 


25N41 


163N 


4, 


.932 


25C42 


23C 


3. 


.448 


25C42 


65CA 


3. 


.771 


25C42 


24N 


3. 


.966 


25C42 


24C 


4. 


.282 


25C42 


26NE1 


4. 


.524 


25C42 


66N 


4. 


.771 


25N43 


66N 


3 . 


.501 


25N43 


65C 


3. 


.917 



25C34 


65C 


4 


.685 


25C34 


1610 


4 


.715 


25C35 


66C 


4 


.237 


25C35 


163CB 


4 


.779 


25C36 


660 


4 


.248 


25C36 


68CE 


4 


.627 


25C36 


160C 


4 


.804 


25C36 


67CD1 


4 


.855 


25C36 


160CB 


4 


.964 


25C37 


162C 


3 


.722 


25C37 


161C 


3 


.888 


25C37 


161CA 


4 


.109 


25C37 


163CB 


4 


.414 


25C37 


134CA 


4 


.485 


25C37 


68CE 


4 


.842 


25C38 


67CD1 


3 


.746 


25C38 


134CB 


4 


.063 


25C38 


67CG 


4 


.813 


25C39 


25SG 


3 


.606 


25C39 


26CD1 


4 


.029 


25C39 


26CG 


4 


.652 


25C39 


26N 


4 


.747 


25C39 


1610 


4 


.941 


25O40 


26CD1 


2 


.937 


25O40 


26CG 


3 


.455 


25040 


66CA 


3 


.842 


25040 


2 6NE1 


4 


.011 


25O40 


230 


4 


.581 


25040 


68CE 


4 


.926 


25N41 


25SG 


2 


.879 


25N41 


230 


4 


.382 


25N41 


25CB 


4 


.611 


25N41 


65C 


4 


.774 


25N41 


26N 


4 


.870 


25C42 


25SG 


2 


.470 


25C42 


25N 


3.529 


25C42 


25CB 


3 


.843 


25C42 


26N 


4 


.147 


25C42 


24CA 


4 


.390 


25C42 


25C 


4 


.662 


25C42 


65C 


4 


.825 


25N43 


65CA 


3 


.665 


25N43 


66C 


4 


.394 



WO 97/16177 PCT/US96/17512 



TABLE XXV 

25N43 66CA 4.413 25N43 640 4.690 25N43 650 4.923 
25N43 65N 4.930 
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TABLE XXVI 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 4-[N-( (4-pyridylmethoxy) carbonyl] -L-leucyl] -1-[N- 
[ (phenylmethoxy) carbonyl] -L-leucyl] -3 -pyrrolidinone. 
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25C5 


21CD 


4.753 


25C5 


18ND2 


4. 


801 


25C5 


190 


4. 


927 


25C5 


184CG 


4.931 


25C5 


1830 


4. 


975 


25C5 


210E1 


4. 


987 


25C6 


180D1 


2.695 


25C6 


2420H2 


3. 


232 


25C6 


2 ON 


3. 


572 


25C6 


18CG 


3.627 


25C6 


18ND2 


3. 


837 


25C6 


2 OCA 


3. 


842 


25C6 


200 


3.869 


25C6 


184CD1 


4. 


122 


25C6 


20C 


4. 


133 


25C6 


21NE2 


4.219 


25C6 


19CG 


4. 


448 


25C6 


184CA 


4 . 


454 


25C6 


184CG 


4.538 


25C6 


184CB 


4. 


595 


25C6 


19N 


4. 


613 


25C6 


19C 


4.668 
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25C6 1830 4.825 

25C7 200 2.832 

25C7 19CD 4.075 

25C7 184NE1 4.479 

25C7 190E1 4.733 

25C7 184CD1 4.791 

25C7 20CA 4.870 

2508 19NE2 4.505 

2508 184CE2 4.904 

25C9 184NE1 3.701 

25C9 184CE2 4.209 

25C9 162CE1 4.669 

25O10 184NE1 2.553 

25O10 190E1 3.438 

25O10 162CE1 3.653 

25O10 19CG 4.332 

25O10 184CH2 4.579 

25C11 162CE1 4.196 

25C11 162CG 4.968 

25C13 1610D1 4.017 

25C13 1610 4.749 

25C13 162CG 4.864 

25C14 162ND1 3.354 

25C14 1610 3.685 

25C14 161CG 4.037 

25C14 137CB 4.367 

25C14 184CZ2 4.641 

25C14 161CA 4.867 

25C15 1370 4.063 

25C15 137C 4.530 

25C15 138N 4.887 

25C16 25SG 4.159 

25C16 23CA 4.579 

25017 19NE2 3.921 

25017 220 4.568 

25017 19CD 4.877 

25N18 25SG 3.257 
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25C6 


X ** °3 \Jti£t 


•* 


841 


25C7 


1 QPP. 

X ^ V_\j 


J 


Qfi1 


25C7 


1QMTO 
X ^INCiX 
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25P7 


x xlN 


A 
44 


. ODo 


25P7 


71p#pi 

X IUIj J. 


44 


• / J44 


25P7 


x UJM 


A 

44 


- / J7 / 


X JUO 


x UU 


A 

44 


. XoD 






44 


c *7 c 


2508 

X *J wo 


i ft4pm 


44 




25C9 


X.71ME*X 


44 


• Ujx 


25r<? 

X 3 


1 8AP77 


4* 


. ZX44 


M J «W ^ 




A 
44 


. DoU 


25O10 
x ± \j 


XOfiWILx 


.3 


I/O 
• X44 0 


2501 0 

x Jvl \J 


1 Qpr> 

x JLU 




CQ1 


2 5O10 

X mJ V«/X V 


1 QWP7 


*5 

J . 


877 

. Oxx 


x .j wx w 




A 

44 < 


* j / y 


25O10 


184pp. 


** • 


fi1 1 

• Oil 


25P1 1 




4 < 


£ Aft 

. 0440 


25P12 


1 fi7wm 


A 


717 

> / X / 


25C13 


162ND1 


** • 


, 3 J O 


25C13 


184PZ2 


4 


i OJl 


25C13 


1370 


4. 


980 


25C14 


X W X W P 


3. 


366 


25P14 


161P 

X U X\— 


3. 


990 


25P14 

X mJ X 


162N 


4. 


168 


25P1 4 

X J \—X ** 


x O 


4. 


378 


25C14 


137P 


4. 


815 


25C14 


1370 

X J / w 


4. 


907 


25C15 


184C22 


4. 


064 


25C15 


1610D1 


4.738 


25C15 


137CB 


4, 


908 


25C16 


19NE2 


4. 


348 


25C16 


1610 


4. 


665 


25017 


23C 


4. 


371 


25017 


25SG 


4. 


579 


25017 


230 


4. 


921 


25N18 


162ND1 


3. 


402 



7 cnc 

x OLD 


1 O A "KTC 1 

lo4NEl 


4 


.878 


7 c A7 


*1 AA 

20C 


3 


.960 


7 RA7 


220 


4.387 


A C A*7 

25C7 


21CA 


A 
4* 


. /UJ 


7 C AA 


2 IN 


A 
41 


. / /U 


7 C AA 


21NE2 


4* 


OCA 

. obU 


A CAO 


184NE1 


A 


. J lo 


A CAO 


19CG 


4 


.801 


7 c ao 


190E1 


4 


.989 




19CD 


4 


.179 


25C9 


190E1 


4 


.322 




19CG 


4. 


.819 




184CZ2 


3. 


.297 




184CD1 


3 . 


.650 


7 CA1 n 


162ND1 


4. 


.295 


7 Cai a 
2D01U 


162NE2 


4. 


.393 




lo2NDl 


3. 


.950 




19NE2 


4. 


924 




1610 


4.982 




lb ICG 


4. 


712 


7 CAI "J 


xo2CB 


4. 


860 


7 CAI A 


1 <C1 ATM 

XOXUJJx 


3. 


145 


7 CP1 A 


1 conn 
X o2CG 


3. 


508 


x jL14 


1 C O A* 

lo2CA 


4. 


004 




Id A0 1 

162CE1 


4. 


261 


2dC14 


162CD2 


4. 


476 


7 CA1 A 


1 CAME* A 


4. 


847 




1 J7CA 


5. 


000 


25C15 


184CH2 


4. 


220 


25C15 


138CA 


4. 


806 


25C16 


162ND1 


4. 


014 


25C16 


162CE1 


4. 


375 


25017 


23CA 


3. 


462 


25017 


23N 


4. 


429 


25017 


22C 


4. 


858 


25017 


24N 


4. 


983 


25N18 


1610 


3. 


468 
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25N18 


162CE1 


4 


.081 


25N18 


161C 


4 


.569 


25N18 


19NE2 


4 


. 859 


25C19 


25CB 


4 


.234 


25C19 


230 


4 


.457 


25C19 


161C 


4 


.876 


25N20 


19NE2 


4 


. 613 


25N20 


162CE1 


4 


. 936 


25C21 


25SG 


3 


.218 


25C21 


162N 


4 


. 811 


25C21 


25CB 


4 


.939 


25C22 


25CB 


2 


. 980 


25C22 


230 


3 


.702 


25C22 


19NE2 


4 


.077 


25C22 


162ND1 


4 . 


.246 


25C22 


162CE1 


4 


. 608 


25C22 


26CD1 


4 , 


.828 


25023 


25SG 


2 , 


.426 


25023 


19NE2 


2 , 


. 944 


25023 


23CA 


3 , 


,211 


25023 


24C 


3 , 


. 666 


25023 


190E1 


4 , 


, 099 


25023 


26N 


4 , 


, 481 


25023 


162CE1 


4 , 


. 629 


25C24 


65CA 


4 , 


095 


25C24 


640 


4 . 


547 


25C25 


1610 


3 . 


862 


25C25 


66C 


4 . 


741 






A 

4 . 


So J 


25C26 


1610 


4. 


269 


25C26 


66C 


4. 


696 


25C26 


162N 


4. 


915 


25C27 


160C 


4. 


089 


25C27 


161N 


4. 


440 


25C27 


160CB 


4. 


699 


25C27 


209CD2 


4. 


918 


25C28 


67CE1 


4. 


588 
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25N18 


25CB 


4 


.457 


25N18 


162CA 


4 


.582 


25C19 


25SG 


2 


.794 


25C19 


162ND1 


4.247 


25C19 


23C 


4 


.497 


25C19 


162CE1 


4 


.889 


25N20 


184NE1 


4 


.773 


25N20 


19CD 


4 


.991 


25C21 


161C 


4 


.048 


25C21 


65CA 


4 


.831 


25C21 


163N 


4 


.976 


25C22 


25N 


3 


.156 


25C22 


23C 


3 


.712 


25C22 


24N 


4 


.130 


25C22 


24C 


4 


.298 


25C22 


24CA 


4 


.620 


25C22 


190E1 


4 


.874 


25023 


25N 


2 


.644 


25023 


23C 


2 


.957 


25023 


230 


3 


.326 


25023 


24CA 


3. 


.882 


25023 


220 


4. 


.365 


25023 


23N 


4. 


.525 


25023 


240 


4. 


.773 


25C24 


66N 


4, 


.264 


25C24 


660 


4. 


.628 


25C25 


66N 


4. 


.313 


25C25 


65CA 


4. 


778 






4. 


974 


25C26 


161C 


4. 


491 


25C26 


1600 


4. 


785 


25C26 


161CA 


4. 


923 


25C27 


161CA 


4. 


307 


25C27 


1610 


4. 


452 


25C27 


134CB 


4. 


734 


25C28 


1600 


3. 


351 


25C28 


161CA 


4. 


739 



25N18 


162CG 


4 


. 523 


25N18 


162CB 


4 


845 
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3 
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*m 
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25C19 
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*± 


. O -7 O 






A 


. OUj 
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X 
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*4 
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25C22 


2 5SG 
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x 
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25C22 
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4 


. 038 


25C22 


26N 


4 


. 232 


25C22 


25C 


4 


.374 


25C22 


1610 


4 , 


, 649 


25C22 


19CD 


4 , 


. 942 


25023 


25CB 


2 , 


.944 


25023 


24N 


3 . 


189 


25023 


25CA 


3 . 


,349 


25023 


19CD 


3 , 


941 


25023 


25C 

X mJ V» 


4 t 


451 


25023 


162ND1 


4 § 
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25023 


22C 


4 
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25C25 
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4 
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4. 
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3. 
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163N 


4. 


695 
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4. 
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25C27 
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3. 
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25C27 


161C 


4. 


320 


25C27 


660 


4. 


548 


25C27 


162N 


4. 


770 


25C28 


160C 


4.338 


25C28 


660 


4. 


818 
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25C28 


161N 


4 


.934 


25C29 


134CB 


3.666 


25C29 


160C 


4 


.490 


25C29 


209CG 


4 


.839 


25C30 


66N 


3 


.616 


25C30 


26CD1 


4. 


.246 


25C30 


1610 


4. 


.302 


25C30 


26CG 


4. 


.623 


25C30 


163N 


4. 


.940 


25031 


26CB 


3. 


.199 


25031 


26CG 


3. 


.516 


25031 


65CA 


3. 


821 


25031 


25SG 


4. 


278 


25031 


163CB 


4. 


642 


25N32 


25SG 


2. 


963 


25N32 


66N 


4.382 


25N32 


26N 


4. 


601 


25N32 


65C 


4. 


790 


25N32 


26CB 


4. 


836 


25C33 


25SG 


2. 


418 


25C33 


26CD1 


3. 


587 


25C33 


23C 


3. 


758 


25C33 


25C 


4. 


264 


25C33 


26CG 


4. 


388 


25C33 


66N 


4. 


510 


25C33 


26NE1 


4. 


621 


25C33 


1610 


4. 


934 


25N34 


65CA 


4. 


261 


25N34 


66CA 


4. 


464 



TABLE XXVI 



25C28 


67CD1 


4 


.955 


25C29 


160O 


4 


.049 


25C29 


67CD1 


4 


.759 


25C29 


67CE1 


4 


.896 


25C30 


25SG 


3 


.883 


25C30 


26CB 


4 


.295 


25C30 


66C 


4, 


.432 


25C30 


26N 


4. 


.737 


25031 


660 


2, 


.635 


25031 


26CD1 


3. 


.340 


25031 


66CA 


3. 


.653 


25031 


26N 


4. 


.122 


25031 


26NE1 


4. 


.531 


25031 


26CD2 


4. 


797 


25N32 


1610 


3. 


860 


25N32 


230 


4. 


384 


25N32 


25CB 


4. 


628 


25N32 


660 


4. 


806 


25N32 


161C 


4.880 


25C33 


230 


3.256 


25C33 


26N 


3. 


672 


25C33 


25CA 


3. 


959 


25C33 


24N 


4. 


334 


25C33 


26CB 


4. 


392 


25C33 


24CA 


4. 


531 


25C33 


65C 


4. 


831 


25N34 


660 


3. 


486 


25N34 


65C 


4. 


264 


25N34 


1610 


4. 


991 
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209CD2 


3 


.439 


25C29 


160CB 


4 


.234 
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660 


4 
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3 


.533 
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65CA 


3 
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65C 


4 
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4 


.591 
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4 
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2 
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3 


.423 
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3 


.792 
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26CA 


4. 
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4. 
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650 


4. 


.959 


25N32 


65CA 


4. 


.049 


25N32 
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4. 


.398 


25N32 


25N 
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25N32 


163N 


4. 


.815 


25N32 


23C 


4. 
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25C33 


25N 


3. 


403 


25C33 


25CB 


3. 


751 


25C33 


65CA 


3. 


999 


25C33 


24C 


4. 


346 


25C33 


23CA 


4. 


425 


25C33 


26CA 


4. 


616 


25C33 


65N 


4. 


901 


25N34 


66N 


3. 


771 


25N34 


66C 


4. 
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TABLE XXVn 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 4- [N- [ (phenylmethoxy)carbonyl] -L-leucyl] -1-N[N- 
(methyl) -L-leucyl) ] - 3 -pyrrol idinone . 



Atom 


1 Atom 2 


Dist. 


Atom 


1 Atom 2 


Oist. 


Atom 


1 Atom 2 


Dist. 


25C1 


2420H2 


3 


.241 


25C1 


180D1 


3.446 


25C1 


184CD1 


j 


• y\j t 


25C1 


184CB 


3 


. 929 


25C1 


184CG 


3.941 


25C1 


184CA 


A 
m 


905 


25C1 


18CG 


4 


.369 


25C1 


18ND2 


4.563 


25C1 


184NE1 


A 

*m 


ddCl 


25C1 


1840 


4 


. 676 


25C1 


184CD2 


4.729 


25C1 


184C 


A 
«■ 


• / -JiS 


25C1 


21NE2 


4 


. 852 


25C1 


2 ON 


4.956 


25C2 


184CD1 


Jf 


7*51 
• / Ji 


25C2 


184CG 


3 


.778 


25C2 


184NE1 


4.100 


25C2 


184CD2 


4 


156 


25C2 


184CB 


4 


. 179 


25C2 


184CE2 


4.339 


25C2 


2420H2 


4 


411 


25C2 


18001 


4 


.705 


25C2 


184CA 


4.841 


25C2 


184CE3 


4 


910 

• Jlw 


25C3 


184NE1 


3 


. 789 


25C3 


184CD1 


3.817 


25C3 


184CE2 


4 


■ \j j 


25C3 


184CG 


4 


.246 


25C3 


184CD2 


4.475 


25C3 


20O 


4 


505 


25C3 


184CZ2 


4 


.908 


25C3 


21NE2 


4.969 


25C4 


20O 


3 


.140 


25C4 


19CG 


4 


.004 


25C4 


20C 


4.011 


25C4 


184CD1 


4 


.042 


25C4 


184NE1 


4 


.079 


25C4 


21NE2 


4.367 


25C4 


2 ON 


4 


.403 


25C4 


19CD 


A 

4 


c no 

• buy 


25C4 


2 OCA 


4.543 


25C4 


210E1 


4 


.778 


25C4 


184CG 


4 


.809 


25C4 


180D1 


4.811 


25C4 


184CE2 


4 


.867 


25C4 


21CD 


4 


.895 


25C4 


19NE2 


4.938 


25C4 


2 IN 


4 


.965 


25C5 


200 


2 


.695 


25C5 


2 ON 


3.202 


25C5 


20C 


3 


.263 


25C5 


2 OCA 


3 


.407 


25C5 


180D1 


3.589 


25C5 


19CG 


3 


.659 


25C5 


21NE2 


3 


.950 


25C5 


19C 


4.127 


25C5 


184CD1 


4 


.183 


25C5 


2 IN 


4 


.369 


25C5 


2420H2 


4.392 


25C5 


18CG 


4 


.548 


25C5 


19CD 


4 


.599 


25C5 


184NE1 


4.619 


25C5 


19N 


4 


.620 


25C5 


19CA 


4. 


.668 


25C5 


19CB 


4.730 


2SC5 


21CD 


4. 


.753 


25C5 


18ND2 


4, 


.801 


25C5 


190 


4.927 


25C5 


184CG 


4. 


.931 


25C5 


1830 


4. 


.975 


25C5 


210E1 


4.987 


25C6 


180D1 


2. 


.695 


25C6 


2420H2 


3. 


.232 


25C6 


2 ON 


3.572 


25C6 


18CG 


3. 


.627 


25C6 


18ND2 


3. 


.837 


25C6 


2 OCA 


3.842 


25C6 


20O 


3.869 


25C6 


184CD1 


4, 


.122 


25C6 


20C 


4.133 


25C6 


21NE2 


4. 


.219 


25C6 


19CG 


4, 


.448 


25C6 


184CA 


4.454 


25C6 


184CG 


4. 


.538 


25C6 


184CB 


4. 


.595 


25C6 


19N 


4.613 


25C6 


19C 


4. 


668 
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25C6 1830 4.825 

25C7 200 2.832 

25C7 19CD 4.075 

25C7 184NE1 4.479 

25C7 190E1 4.733 

25C7 184CD1 4.791 

25C7 20CA 4.870 

2508 19NE2 4.505 

2508 184CE2 4.904 

25C9 184NE1 3.701 

25C9 184CE2 4.209 

25C9 162CE1 4.669 

25O10 184NE1 2.553 

25O10 190E1 3.438 

25O10 162CE1 3.653 

25O10 19CG 4.332 

25O10 184CH2 4.579 

25C11 162CE1 4.196 

25C11 162CG 4.968 

25C13 1610D1 4.017 

25C13 1610 4.749 

25C13 162CG 4.864 

25C14 162ND1 3.354 

25C14 1610 3.685 

25C14 161CG 4.037 

25C14 137CB 4.367 

25C14 184CZ2 4.641 

25C14 161CA 4.867 

25C15 1370 4.063 

25C15 137C 4.530 

25C15 138N 4.887 

25C16 25SG 4.159 

25C16 23CA 4.579 

25017 19NE2 3.921 

25017 220 4.568 

25017 19CD 4.877 

25N18 25SG 3.257 
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25C6 


2440H2 


4 


.841 


25C7 


19CG 


3 


.901 


25C7 


19NE2 


4 


.108 


25C7 


22N 


4 


.658 


25C7 


210E1 


4 


.734 


25C7 


2 ON 


4 


.797 


2508 


200 


4 


.185 


2508 


19CD 


4 


.575 


2508 


184CD1 


4 


.980 


25C9 


19NE2 


4 


.091 


25C9 


184CZ2 


4 


.214 


25C9 


184CD1 


4 


.680 


25010 


184CE2 


3 


.148 


25O10 


19CD 


3 


.591 


25O10 


19NE2 


3 


.822 


25010 


184CD2 


4, 


.379 


25O10 


184CG 


4. 


.611 


25C11 


184CZ2 


4. 


.648 


25C12 


162ND1 


4. 


.717 


25C13 


162ND1 


4. 


.533 


25C13 


184CZ2 


4. 


.831 


25C13 


1370 


4. 


980 


25C14 


162CB 


3. 


366 


25C14 


161C 


3. 


990 


25C14 


162N 


4. 


168 


25C14 


161CB 


4. 


378 


25C14 


137C 


4. 


815 


25C14 


1370 


4. 


907 


25C15 


184CZ2 


4. 


064 


25C15 


1610D1 


4. 


738 


25C15 


137CB 


4. 


908 


25C16 


19NE2 


4. 


348 


25C16 


1610 


4. 


665 


25017 


23C 


4. 


371 


25017 


25SG 


4. 


579 


25017 


230 


4. 


921 


25N18 


162ND1 


3 . 


402 



25C6 


184NE1 


4 


. 878 


25C7 


20C 


3 


.960 


25C7 


220 


4 


.387 


25C7 


21CA 


4 


.703 


25C7 


2 IN 


4 


. 779 


25C7 


21NE2 


4 


. 850 


2508 


184NE1 


4 


318 


2508 


19CG 


4 


. 801 


2508 


190E1 


4 


. 989 


25C9 


19CD 


4 


. 179 


25C9 


190E1 


4, 


.322 


25C9 


19CG 


4 , 


.819 


25O10 


184CZ2 


3 , 


.297 


25O10 


184CD1 


3 , 


.650 


25O10 


162ND1 


4, 


295 


25O10 


162NE2 


4. 


393 


25C11 


162ND1 


3 . 


.950 


25C11 


19NE2 


4. 


,924 


25C12 


1610 


4 . 


982 


25C13 


16 ICG 


4. 


712 


25C13 


162CB 


4. 


860 


25C14 


1610D1 


3 . 


145 


25C14 


162CG 


3 . 


508 


25C14 


162CA 


4. 


004 


25C14 


162CE1 


4. 


261 


25C14 


162CD2 


4. 


476 


25C14 


162NE2 


4 . 


847 


25C14 


137CA 


5. 


000 


25P15 




A 

*■ . 




25C15 


138CA 


4. 


806 


25C16 


162ND1 


4. 


014 


25C16 


162CE1 


4. 


375 


25017 


23CA 


3 . 


462 


25017 


23N 


4. 


429 


25017 


22C 


4. 


858 


25017 


24N 


4. 


983 


25N18 


1610 


3. 


468 
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TABLE XXVn 



25N18 


162CE1 


4 


.081 


25N18 


25CB 


4.457 


25N18 


162CG 


4 


.523 


25N18 


161C 


4 


.569 


25N18 


162CA 


4.582 


25N18 


162CB 


4 


.845 


25N18 


19NE2 


4 


.859 


25C19 


25SG 


2.794 


25C19 


1610 


3 


.684 


25C19 


25CB 


4 


.234 


25C19 


162ND1 


4.247 


25C19 


23CA 


4 


.366 


25C19 


230 


4 


.457 


25C19 


23C 


4.497 


25C19 


25N 


4 


.673 


25C19 


161C 


4 


.876 


25C19 


162CE1 


4.889 


25C19 


19NE2 


4 


.898 


25N20 


19NE2 


4 


.613 


25N20 


184NE1 


4.773 


25N2 0 


184CZ2 


4 


.805 


25N20 


162CE1 


4 


.936 


25N20 


19 CD 


4.991 


25C21 


1610 


2 


.879 


25C21 


25SG * 


3 


.218 


25C21 


161C 


4.048 


25C21 


162CA 


4 


.631 


25C21 


162N 


4 


.811 


25C21 


65CA 


4.831 


25C21 


162ND1 


4 


.843 


25C21 


25CB 


4 


.939 


25C21 


163N 


4.976 


25C22 


25SG 


1 


.746 


25C22 


25CB 


2 


.980 


25C22 


25N 


3.156 


25C22 


25CA 


3 


.592 


25C22 


230 


3 


.702 


25C22 


23C 


3.712 


25C22 


23CA 


4 


.038 


25C22 


19NE2 


4 


.077 


25C22 


24N 


4.130 


25C22 


26N 


4 


. 232 


25C22 


162ND1 


4 


.246 


25C22 


24C 


4.298 


25C22 


25C 


4. 


.374 


25C22 


162CE1 


4 


.608 


25C22 


24CA 


4.620 


25C22 


1610 


4 , 


. 649 


25C22 


26CD1 


4. 


.828 


25C22 


190E1 


4.874 


25C22 


19CD 


4 , 


.942 


25023 


25S6 


2. 


.426 


25023 


25N 


21644 


25023 


25CB 


2 , 


.944 


25023 


19NE2 


2. 


.944 


25023 


23C 


2.957 


25023 


24N 


3 , 


.189 


25023 


23CA 


3.211 


25023 


230 


3.326 


25023 


25CA 


3 , 


.349 


25023 


24C 


3. 


.666 


25023 


24CA 


3.882 


25023 


19CD 


3 . 


941 


25023 


190E1 


4. 


099 


25023 


220 


4.365 


25023 


25C 


4. 


451 


25023 


26N 


4. 


481 


25023 


23N 


4.525 


25023 


162ND1 


4. 


590 


25023 


162CE1 


4. 


629 


25023 


240 


4.773 


25023 


22C 


4. 


910 


25C24 


65CA 


4. 


095 


25C24 


66N 


4.264 


25C24 


65C 


4. 


356 


25C24 


640 


4. 


547 


25C24 


660 


4.628 


25C25 


660 


3 . 


688 


25C25 


1610 


3. 


862 


25C25 


66N 


4.313 


25C25 


161C 


4. 


458 


25C25 


66C 


4. 


741 


25C25 


65CA 


4.778 


25C25 


161CA 


4. 


939 


25C25 


25SG 


4. 


963 


25C25 


65C 


4.974 


25C26 


660 


j • 


*■ o ±. 


25C26 


1610 


4. 


269 


25C26 


161C 


4.491 


25C26 


163N 


4. 


695 


25C26 


66C 


4. 


696 


25C26 


160O 


4.785 


25C26 


163CB 


4. 


799 


25C26 


162N 


4. 


915 


25C26 


161CA 


4.923 


25C27 


1600 


3. 


472 


25C27 


160C 


4. 


089 


25C27 


161CA 


4.307 


25C27 


161C 


4. 


320 


25C27 


161N 


4. 


440 


25C27 


1610 


4.452 


25C27 


660 


4. 


548 


25C27 


160CB 


4. 


699 


25C27 


134CB 


4.734 


25C27 


162N 


4. 


770 


25C27 


209CD2 


4. 


918 


25C28 


160O 


3.351 


25C28 


160C 


4. 


338 


25C28 


67CE1 


4. 


588 


25C28 


161CA 


4.739 


25C28 


660 


4. 


818 
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25C28 161N 4.934 

25C29 134CB 3.686 

25C29 160C 4.490 

25C29 209CG 4.839 

25C30 66N 3.616 

25C30 26CD1 4.246 

25C30 1610 4.302 

25C30 26CG 4.623 

25C30 163N 4.940 

25031 26CB 3.199 

25031 26CG 3.516 

25031 65CA 3.821 

25031 25SG 4.278 

25031 163CB 4.642 

25N32 25SG 2.963 

25N32 66N 4.382 

25N32 26N 4.601 

25N32 65C 4.790 

25N32 26CB 4.836 

25C33 25SG 2.418 

25C33 26CD1 3.587 

25C33 23C 3.758 

25C33 25C 4.264 

25C33 26CG 4.388 

25C33 66N 4.510 

25C33 26NE1 4.621 

25C33 1610 4.934 

25N34 65CA 4.261 

25N34 66CA 4.464 



TABLE XXVII 



25C28 


67CD1 


4.955 


25C29 


1600 


4.049 


25C29 


67CD1 


4.759 


25C29 


67CE1 


4.896 


25C30 


25SG 


3.883 


25C30 


26CB 


4.295 


25C30 


66C 


4.432 


25C30 


26N 


4.737 


25031 


660 


2.635 


25031 


26CD1 


3.340 


25031 


66CA 


3.653 


25031 


26N 


4.122 


25031 


26NE1 


4.531 


25031 


26CD2 


4.797 


25N32 


1610 


3.860 


25N32 


230 


4.384 


25N32 


25CB 


4.628 


25N32 


660 


4.806 


25N32 


161C 


4.880 


25C33 


230 


3.256 


25C33 


26N 


3.672 


25C33 


25CA 


3.959 


25C33 


24N 


4.334 


25C33 


26CB 


4.392 


25C33 


24CA 


4.531 


25C33 


65C 


4.831 


25N34 


660 


3.486 


25N34 


65C 


4.264 


25N34 


1610 


4.991 



25C29 


209CD2 


3 


.439 


25C29 


160CB 


4 


.234 


25C29 


660 


4 


.795 


25C30 


660 


3 


.533 


25C30 


65CA 


3 


.972 


25C30 


65C 


4 


.296 


25C30 


66CA 


4 


.591 


25C30 


163CB 


4 


.852 


25031 


66N 


2 


.846 


25031 


66C 


3.423 


25031 


65C 


3 


.792 


25031 


26CA 


4 


.160 


25031 


67N 


4 


.618 


25031 


650 


4 


.959 


25N32 


65CA 


4 


.049 


25N32 


26CD1 


4 


.398 


25N32 


25N 


4 


.764 


25N32 


163N 


4 


.815 


25N32 


23C 


4 


.985 


25C33 


25N 


3 


.403 


25C33 


25CB 


3. 


.751 


25C33 


65CA 


3. 


.999 


25C33 


24C 


4. 


.346 


25C33 


23CA 


4. 


.425 


25C33 


26CA 


4. 


.616 


25C33 


65N 


4. 


.901 


25N34 


66N 


3. 


.771 


25N34 


66C 


4. 


.330 
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TABLE XXVIII 



Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 1-N- {N-imidazole acetyl -leucinyl) -amino-3-N- (4- 
phenoxy-phenyl-sulf onyl) -amino-propan-2-one . 



Atom 1 Atom 2 Dist. 



25C1 


200 


2 


.824 


25C1 


184CD1 


4 


.178 


25C1 


2 IN 


4 


.706 


25C1 


19CD 


4 


.929 


25C1 


19CG 


4 


.998 


2SC2 


2410H2 


4 


.309 


25C2 


184CD1 


4 


.860 


25C3 


21NE2 


4 


.450 


25C4 


2410H2 


3 


.480 


25C4 


184CD1 


4 


.219 


25C4 


184CB 


4 


.602 


25C4 


18ND2 


4 


.754 


25C4 


2 ON 


4 


.964 


25C5 


180D1 


3 


.271 


25C5 


184CG 


4 


.002 


25C5 


20C 


4 


.232 


25C5 


19CB 


4. 


.402 


25C5 


2 OCA 


4. 


.510 


25C5 


18ND2 


4. 


.606 


25C5 


2410H2 


4. 


.867 


25C6 


184CD1 


3. 


.361 


25C6 


2 ON 


3. 


761 


25C6 


19CG 


4.290 


25C6 


19C 


4. 


361 


25C6 


190E1 


4. 


526 


25C6 


1830 


4. 


737 


25C6 


184CB 


4. 


981 


2507 


21CA 


4. 


138 


2507 


21C 


4. 


370 



Atom 1 Atom 2 Dist. 



25C1 


20C 


3 


.956 


25C1 


21CA 


4 


.600 


25C1 


21NE2 


4 


.738 


25C1 


2 OCA 


4 


.947 


25C2 


20O 


3 


.367 


25C2 


20C 


4 


.592 


25C3 


2410H2 


3 


.093 


25C3 


184CD1 


4 


.878 


25C4 


200 


3.717 


25C4 


184CG 


4 


.493 


25C4 


184CA 


4. 


.747 


25C4 


20C 


4. 


.826 


25C4 


184C 


4. 


.980 


25C5 


184CD1 


3. 


.400 


25C5 


184NE1 


4. 


.111 


25C5 


18CG 


4. 


.245 


25C5 


1830 


4. 


499 


25C5 


19N 


4. 


552 


25C5 


19C 


4. 


765 


25C5 


184CD2 


4. 


968 


25C6 


184NE1 


3. 


660 


25C6 


19CB 


3. 


788 


25C6 


184CG 


4. 


321 


25C6 


19CD 


4. 


428 


25C6 


19N 


4. 


653 


25C6 


2 IN 


4. 


769 


25C6 


19NE2 


4. 


990 


2507 


20C 


4. 


173 


2507 


19CD 


4. 


416 



Atom 1 Atom 2 Dist. 



25C1 


184NE1 


4 


.078 


25C1 


2 ON 


4 


.704 


25C1 


19CB 


4 


.859 


25C1 


184CE2 


4 


.949 


25C2 


21NE2 


4 


.119 


25C2 


184NE1 


4 


.819 


25C3 


200 


3 


.775 


2SC3 


20C 


4 


.988 


25C4 


180D1 


3 


.947 


25C4 


1840 


4. 


.549 


25C4 


18CG 


4. 


.754 


25C4 


184NE1 


4. 


.840 


25C5 


20O 


3. 


.239 


25C5 


2 ON 


3. 


,933 


25C5 


184CA 


4. 


,118 


25C5 


184CB 


4. 


,256 


25C5 


1840 


4. 


,503 


25C5 


184C 


4. 


587 


25C5 


19CA 


4. 


817 


25C6 


20O 


2. 


740 


25C6 


20C 


3. 


746 


25C6 


180D1 


4. 


136 


25C6 


2 OCA 


4. 


335 


25C6 


19CA 


4. 


488 


25C6 


184CE2 


4. 


729 


25C6 


184CA 


4. 


918 


2507 


20O 


3. 


287 


2507 


19NE2 


4. 


269 


2507 


184NE1 


4. 


459 
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2507 210 4.466 

2507 19CG 4.663 

2507 19CB 4.977 

25C8 19CD 4.404 

25C8 220 4.861 

25C9 184NE1 3.199 

25C9 190E1 3.533 

25C9 184CZ2 4.206 

25C9 220 4.860 

25C10 184NE1 3.388 

25C10 184CE2 3.828 

25C10 162NE2 3.948 

25C10 162CG 4.799 

25C11 184CZ2 4.084 

25C11 184CE2 4.664 

25C13 19NE2 4.978 

25S14 162CG 4.222 

25S14 162NE2 4.657 

25015 184CZ2 3.079 

25015 162CD2 3.881 

25015 184CE2 4.275 

25015 162NE2 4.364 

25015 137C 4.663 

25016 161001 4.484 
25N17 162CD2 2.828 
25N17 162CB 3.276 
25N17 161C 4.006 
25N17 162ND1 4.353 
25N17 184CZ2 4.778 
25C18 25SG 3.290 
25C18 161C 4.107 
25C18 25CB 4.359 
25C18 162N 4.597 
25C19 162CD2 3.616 
25C19 25N 4.227 
25C19 162CA 4.405 
25C19 162CG 4.541 



TABLE XXVIII 

2507 220 4.540 

2507 190E1 4.850 

25C8 19NE2 4.003 

25C8 20O 4.665 

25C8 210 4.937 

25C9 19NE2 3.212 

25C9 184CE2 4.000 

25C9 19CG 4.414 

25C9 162CD2 4.867 

25C10 184CZ2 3.605 

25C10 162CD2 3.878 

25C10 19CD 4.067 

25C10 184CH2 4.859 

25C11 184NE1 4.519 

25C11 19NE2 4.718 

25S14 162CD2 3.947 

25S14 162CB 4.332 

25S14 1610D1 4.760 

25015 184CH2 3.580 

25015 1370 3.985 

25015 137CB 4.300 

25015 1610D1 4.610 

25015 184NE1 4.807 

25016 1610 4.575 
25N17 162CG 3.217 
25N17 162CA 3.672 
25N17 25SG 4.125 
25N17 1610D1 4.593 
25N17 25CB 4.819 
25C18 162CD2 3.499 
25C18 162CG 4.151 
25C18 19NE2 4.573 
25C19 25SG 1.931 
25C19 1610 3.716 
25C19 25CA 4.306 
25C19 230 4.494 
25C19 162NE2 4.577 



2507 


2 IN 


4 


.558 


2507 


184CD1 


4 


.897 


25C8 


184NE1 


4 


.235 


25C8 


190E1 


4 


.715 


25C8 


184CE2 


4 


.948 


25C9 


19CD 


3 


.472 


25C9 


184CD1 


4 


.152 


25C9 


162NE2 


4 


.653 


25C9 


19CB 


4 


.910 


25C10 


19NE2 


3 


.666 


25C10 


190E1 


3 


.887 


25C10 


184CD1 


4 


.615 


25C10 


162CE1 


4 


.873 


25C11 


162CD2 


4 


.567 


2SC11 


162NE2 


4 


.920 


25S14 


184CZ2 


4. 


.113 


25S14 


1610 


4. 


.574 


25S14 


184CH2 


4. 


.865 


25015 


162CG 


3. 


.856 


25015 


162CB 


4. 


.051 


25015 


162ND1 


4. 


.343 


25015 


162CE1 


4. 


620 


25015 


184CZ3 


4. 


973 


25016 


16 ICG 


4. 


963 


25N17 


1610 


3. 


256 


25N17 


162NE2 


3. 


893 


25N17 


162N 


4. 


251 


25N17 


162CE1 


4. 


665 


25C18 


1610 


3. 


031 


25C18 


162CA 


4. 


069 


25C18 


162CB 


4. 


188 


25C18 


162NE2 


4. 


594 


25C19 


25CB 


3. 


158 


25C19 


19NE2 


3. 


740 


25C19 


23CA 


4. 


380 


25C19 


23C 


4. 


496 


25C19 


19CD 


4. 


643 
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25C19 190E1 4.705 

25O20 19NE2 2.778 

25O20 25CB 3.629 

25O20 230 4.030 

25O20 24N 4.342 

25O20 25CA 4.566 

25C21 25SG 2.532 

25C21 25CB 4.220 

25C21 161C 4.578 

25C21 25N 4.822 

25N22 25SG 2.783 

25N22 162N 4.221 

25N22 162C 4.691 

25C23 1610 3.461 

25C23 660 4.217 

25C23 162N 4.828 

25C23 26CD1 4.890 

25024 65CA 3.024 

25024 660 3.830 

25024 25SG 4.394 

25024 66C 4.595 

25024 26CG 4.879 

25024 64C 4.972 

25C25 161C 3.949 

25C25 163N 4.584 

25C25 162C 4.759 

25C26 660 3.186 

25C26 163N 4.052 

25C26 66C 4.421 

25C26 68SD 4.628 

25C26 26N 4.729 

25C26 161C 4.907 

25C27 163CB 3.337 

25C27 163CA 4.029 

25C27 134CB 4.190 

25C27 162C 4.597 

25C27 26CA 4.943 



TABLE XXVIII 



25C19 


161C 


4.813 


25O20 


25SG 


2 


.890 


25O20 


23C 


3 


.723 


25O20 


25N 


4 


.152 


25O20 


162CD2 


4 


.356 


25O20 


220 


4 


.681 


25C21 


1610 


3 


.420 


25C21 


23C 


4 


.540 


25C21 


23CA 


4 


.599 


25C21 


162CD2 


4 


.980 


25N22 


161C 


3 


.649 


25N22 


163N 


4 


.453 


25N22 


161CA 


4 


.693 


25C23 


25SG 


3 


.771 


25C23 


65CA 


4 


.220 


25C23 


162CA 


4 


.844 


25C23 


161CA 


4 


.937 


25024 


66N 


3 


.208 


25024 


65N 


4 


.287 


25024 


66CA 


4. 


.437 


25024 


640 


4. 


.818 


25024 


26CB 


4. 


.888 


25C25 


1610 


3. 


.652 


25C25 


162N 


4. 


.375 


25C25 


25SG 


4. 


.592 


25C25 


66N 


4. 


,805 


25C26 


163CB 


3. 


,703 


25C26 


25SG 


4. 


357 


25C26 


26CA 


4. 


,561 


25C26 


1610 


4. 


666 


25C26 


26CG 


4. 


770 


25C26 


162N 


4. 


970 


25C27 


68SD 


3 . 


583 


25C27 


163N 


4. 


096 


25C27 


209CD2 


4. 


248 


25C27 


66C 


4. 


797 


25C27 


67CA 


4. 


946 



25C19 


162CB 


4 


.819 


25O20 


23CA 


3 


.251 


25O20 


19CD 


3 


.918 


25O20 


190E1 


4 


.290 


25O20 


23N 


4 


.524 


25O20 


1610 


4 


.912 


25C21 


230 


4 


.107 


25C21 


65CA 


4 


.542 


25C21 


162CA 


4 


.793 


25N22 


1610 


2 


.689 


25N22 


162CA 


4 


.003 


25N22 


25CB 


4 


.578 


25N22 


65CA 


4 


.839 


25C23 


161C 


4 


.205 


25C23 


66N 


4 


.268 


25C23 


65C 


4 


.845 


25C23 


26CB 


4. 


.974 


25024 


65C 


3.657 


25024 


26CD1 


4. 


.326 


25024 


1610 


4.526 


25024 


230 


4. 


.843 


25024 


650 


4. 


.923 


25C25 


660 


3. 


,880 


25C25 


161CA 


4. 


.493 


25C25 


162CA 


4. 


608 


25C25 


163CB 


4. 


922 


25C26 


26CB 


3. 


850 


25C26 


163CA 


4. 


390 


25C26 


162C 


4.598 


25C26 


66N 


4. 


721 


25C26 


162CA 


4. 


869 


25C26 


26CD1 


4. 


999 


25C27 


660 


3. 


590 


25C27 


68CE 


4. 


156 


25C27 


26CB 


4. 


361 


25C27 


1620 


4. 


893 


25C28 


134CB 


3. 


049 
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25C28 


163CB 


3 


.699 


25C28 


1620 


3 


.807 


25C28 


134CA 


3 


.967 


25C28 


68CE 


4 


.498 


25C28 


660 


4 


.956 


25C28 


161N 


4 


.992 


25C29 


685D 


3 


.617 


25C29 


66C 


3 


.998 


25C29 


68N 


4 


.410 


25C29 


67CG 


4 


.589 


25C29 


2340H2 


4 


.722 


25N30 


660 


3 


.644 


25N30 


66C 


4 


.640 


25N30 


1600 


4 


.908 


25C31 


160C 


4 


.476 


25C31 


161N 


4 


.777 


2S032 


1600 


2 


.720 


25032 


161N 


3 


.577 


25032 


1610 


4 


.268 


25032 


161CB 


4 


.698 


25C33 


67CZ 


4 


.397 


25C34 


1600 


3 


.849 


25C34 


67CZ 


4 


.629 


25C34 




4 


.898 


25C35 


209CD2 


4.447 


25C35 


1600 


4.567 


25N36 


1600 


4 


.470 


25N36 


160CG 


4.825 


25C37 


1600 


3.691 


25C37 


160C 


4 


.634 


25C37 


1580 


4 


.994 


25N3 8 


160CB 


4 


.681 



TABLE XXVIII 

25C28 163N 3.714 

25C28 163CA 3.820 

25C28 162N 4.239 

25C28 68SD 4.535 

25C28 134C 4.964 

25C29 660 2.949 

25C29 67CA 3.759 

25C29 68CE 4.231 

25C29 67C 4.555 

25C29 163CB 4.636 

25C29 26CB 4.726 

25N30 66N 4.623 

25N30 161C 4.793 

25C31 1600 3.792 

25C31 161C 4.719 

25C31 1610 4.849 

25032 160C 3.270 

25032 161C 3.869 

25032 160CA 4.363 

25C33 67CE1 3.801 

25C33 67CD1 4.397 

25C34 67CE1 4.011 

25C34 160C 4.805 

25C35 67CE1 3.694 

25C35 67CZ 4.449 

25C35 160CB 4.790 

25N36 160CB 4.515 

25N36 67CE1 4.846 

25C37 160CB 4.458 

25C37 160CA 4.822 

25N38 160O 3.211 

25N38 160N 4.817 



25C28 162C 3.789 

25C28 209CD2 3.901 

25C28 162CA 4.478 

25C28 161C 4.582 

25C28 1610 4.966 

25C29 209CD2 3.567 

25C29 67CD1 3.963 

25C29 67N 4.370 

25C29 67CB 4.556 

25C29 134CB 4.685 

25C29 67CE1 4.755 

25N30 1610 4.640 

25N30 161CA 4.888 

25C31 161CA 4.412 

25C31 660 4.743 

25C31 67CE1 4.934 

25032 161CA 3.397 

25032 160CB 4.202 

25032 162N 4.395 

25C33 160O 4.307 

25C33 670H 4.480 

25C34 670H 4.411 

25C34 67CD1 4.850 

25C35 670H 4.238 

25C35 67CD1 4.551 

25C35 209CD1 4.791 

25N36 160CD1 4.774 

25N36 670H 4.964 

25C37 160N 4.495 

25C37 160CG 4.973 

25N38 160C 4.305 

25N3 8 160CA 4.898 



>4 
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TABLE XXIX 



Active site amino acid residues for Cathepsin K 



ASN 


18 


GLN 


19 


GLY 


20 


GLN 


21 


CYS 


22 


GLY 


23 


SER 


24 


CYS 


25 


TRP 


26 


ALA 


27 


PHE 


28 


SER 


29 


GLU 


59 


ASN 


60 


ASP 


61 


GLY 


64 


GLY 


65 


GLY 


66 


TYR 


67 


MET 


68 


ASN 


70 


ALA 


134 


ALA 


137 


SER 


138 


GLN 


143 


ASP 


158 


ASN 


159 


LEU 


160 


ASN 


161 


HIS 


162 


ALA 


163 


SER 


183 


TRP 


184 


TRP 


188 


LEU 


209 
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WHAT IS CLAIMED IS: 

1 . A method of inhibiting cathcpsin K which comprises administering to 
a mammal in need thereof a compound that fits spatially into the active site of 
5 cathepsin K, said compound comprising any two of the following: 

(i) an electrophilic carbon atom that binds to the side chain sulfur atom 
of cysteine 25 wherein said electrophilic carbon atom is 1.7-4.0A from said sulfur 
atom; 

(ii) a hydrophobic group that interacts with tryptophan 184 wherein the 

1 0 distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tryptophan 184 is 4.10-7.10A; 

(iii) a hydrophobic group that interacts with tyrosine 67, methionine 68, 
alanine 134, leucine 160, and leucine 209, creating a hydrophobic pocket, and 
has distance ranges between the centroid of said hydrophobic group and the 

15 centroids of the side chain atoms of the amino acid residues of said hydrophobic 
pocket which are tyrosine 67: 4.91- 5.91 A, methionine 68: 5.74-6.74A, alanine 
134: 4.15-5.15A, leucine 160: 6. 18-7. 18A, and leucine 209: 5.71-6.71A; 

(iv) a hydrophobic group that interacts with tyrosine 67 wherein the 
distance between the centroid of said hydrophobic group and the centroid of the side 

20 chain atoms of tyrosine 67 is 4. 10-7. 10A; 

(v) an amino group with a pKa of less than 7 or an oxygen atom, each of 
which interacts with a hydrogen atom donated by the amide nitrogen of glycine 66 
wherein the distance between these two atoms is 2.7-3.5A; 

(vi) a hydrophobic group that interacts with the main chain atoms of 

25 glutamine 2 1 , cysteine 22 and glycine 23 wherein the distance between the centroid 
of said hydrophobic group and the centroids of glutamine 21 , cysteine 22 and 
glycine 23 are 3.7-5.4, 4.9-5.7 and 5.4-6.7A, respectively; or 

(vii) a hydrophobic group that interacts with the side chain atoms of 
glutamine 143 and asparagine 161 and the main chain of alanine 137 and serine 138 

30 wherein the distance between the centroid of the hydrophobic group and the 

centroids of glutamine 143, asparagine 161, alanine 137, and serine 138 are 7.9- 
9.6A, 4.7-5.4A, 4.2-5.5A, and 4.6-6.4A, respectively. 
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2. A method of inhibiting cathepsin K which comprises administering to 
a mammal in need thereof a compound that fits spatially into the active site of 
cathepsin K, said compound comprising any three or more of the following: 

(i) an electrophilic carbon atom that binds to the side chain sulfur atom 
5 of cysteine 25 wherein said electrophilic carbon atom is 1.7-4.0A from said sulfur 

atom; 

(ii) a hydrophobic group that interacts with tryptophan 1 84 wherein the 
distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tryptophan 184 is 4. 10-7. 10A; 

10 (iii) a hydrophobic group that interacts with tyrosine 67, methionine 68, 

alanine 134, leucine 160, and leucine 209, creating a hydrophobic pocket, and 
has distance ranges between the centroid of said hydrophobic group and the 
centroids of the side chain atoms of the amino acid residues of said hydrophobic 
pocket which are tyrosine 67: 4.91- 5.9lA, methionine 68: 5. 74-6.74 A, alanine 

15 134: 4.15-5.15A, leucine 160: 6.18-7.18A, and leucine 209: 5.71-6.71A; 

(iv) a hydrophobic group that interacts with tyrosine 67 wherein the 
distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tyrosine 67 is 4. 10-7. 10A; 

(v) an amino group with a pKa of less than 7 or an oxygen atom, each of 
20 which interacts with a hydrogen atom donated by the amide nitrogen of glycine 66 

wherein the distance between these two atoms is 2.7-3.5A; 

(vi) a hydrophobic group that interacts with the main chain atoms of 
glutamine 21, cysteine 22 and glycine 23 wherein the distance between the centroid 
of said hydrophobic group and the centroids of glutamine 21 , cysteine 22 and 

25 glycine 23 are 3.7-5.4, 4.9-5.7 and 5.4-6.7A, respectively; or 

(vii) a hydrophobic group that interacts with the side chain atoms of 
glutamine 143 and asparagine 161 and the main chain of alanine 137 and serine 138 
wherein the distance between the centroid of the hydrophobic group and the 
centroids of glutamine 143, asparagine 161, alanine 137, and serine 138 are 7.9- 

30 9.6A, 4.7-5.4A, 4.2-5.5A, and 4.6-6.4A, respectively. 

3. A method of inhibiting cathepsin K which comprises administering to 
a mammal in need thereof a compound that fits spatially into the active site of 
cathepsin K, said compound comprising: 
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(i) an electrophilic carbon atom that binds to the side chain sulfur atom 
of cysteine 25 wherein said electrophilic carbon atom is 1/M.oA from said sulfur 
atom; and 

(ii) a hydrophobic group that interacts with tryptophan 1 84 wherein the 
distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tryptophan 184 is 4.10-7. 10A. 

4. The method of claim 3 wherein said hydrophobic group that interacts 
with tryptophan 184 is an aromatic group. 

5. The method of claim 4 wherein the centroid of said aromatic group 
that interacts with tryptophan 1 84 is 9.24- 1 1 .24A from the centroid of said 
electrophilic carbon that binds to the side chain sulfur atom of cysteine 25. 

1 5 6 - The method of claim 3 wherein said electrophilic carbon that binds to 

the side chain sulfur atom of cysteine 25 is a carbonyl carbon. 

7. The method of claim 3 wherein the compound further comprises a 
hydrophobic group that: 
20 has a centroid which is 5.44-6.94A from said electrophilic carbon; 

interacts with tyrosine 67, methionine 68, alanine 134, leucine 160, and 
leucine 209, creating a hydrophobic pocket; and 

has distance ranges between the centroid of said hydrophobic group and the 
centroids of the side chain atoms of the amino acid residues of said hydrophobic 
25 pocket which are tyrosine 67: 4.91- 5.9 1 A, methionine 68: 5.74-6.74A, alanine 
134: 4.15-5.15A, leucine 160: 6. 1 8-7. 18A, and leucine 209: 5.71-6.71A. 



30 



8. The method of claim 7 wherein said hydrophobic group that interacts 
with said hydrophobic pocket is an isobutyl group. 

9. The method of claim 3 wherein the compound further comprises a 
hydrophobic group that interacts with tyrosine 67 wherein the distance between the 
centroid of said hydrophobic group and the centroid of the side chain atoms of 
tyrosine 67 is 4.10-7.10A. 



35 
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10. The method of claim 9 wherein said hydrophobic group that interacts 
with tyrosine 67 is an aromatic group. 

1 1 . The method of claim 3 wherein the compound further comprises an 
5 amino group with a pKa of less than 7 or an oxygen atom, each of which interacts 

with a hydrogen atom donated by the amide nitrogen of glycine 66 wherein the 
distance between these two atoms is 2.7-3.5A. 



12. The method of claim 3 wherein the compound further comprises a 
10 hydrophobic group that interacts with the main chain atoms of glutamine 2 1 , 
cysteine 22 and glycine 23 wherein the distance between the centroid of said 
hydrophobic group and the centroids of glutamine 21 , cysteine 22 and glycine 23 
are 3.7-5.4, 4.9-5.7 and 5.4-6.7A, respectively. 

15 13. The method of claim 12 wherein said hydrophobic group that 

interacts with glutamine 21, cysteine 22 and glycine 23 is an isobutyl group. 

14. The method of claim 3 wherein the compound further comprises a 
hydrophobic group that interacts with the side chain atoms of glutamine 143 and 
20 asparagine 161 and the main chain of alanine 137 and serine 138 wherein the 
distance between the centroid of the hydrophobic group and the centroids of 
glutamine 143, asparagine 161, alanine 137, and serine 138 are 7.9-9.6A, 4.7-5.4A, 
4.2-5.5A, and 4.6-6.4A, respectively. 

25 15. The method of claim 1 wherein the compound is: 

3(S)-3-[(N-benzyloxycarbonyl)-L-leucinyl]amino-5-methyl- 1 -( 1 -propoxy )-2- 
hexanone; 

4-[N-[(4-pyridylmethoxy)carbonyl]-L-leucyl]- 1 -[N- 
Kphenylmethoxy)carbonyI]-L-leucyl]-3-pyrTolidinone; 

30 4-[N-[(phenylmethoxy)carbonyl]-L-leucyl]-l-N-[N-(methyl)-L-leucyl)]-3- 
pyrrolidinone; 

4-[N-[(phenylmethoxy)carbonyl]-L-leucylJ- 1 -[N- 
[(phenylmethoxy)carbonyl]-L-leucyl]-3-pyrrolidinone; 
bis-(Cbz-leucinyl)- 1 ,3-diamino-propan-2-one; 
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2-[N-(3-benzyloxybenzoyl)]-2 , -[N , -(N-benzyloxycarbonyl-L- 
leucinyl)]carbohydrazide; 

( 1 S)-N-[2-[( 1 -benzyioxycarbonylamino)-3-methylbutyl]thiazol-4- 
ylcarbonylJ-N , -(N-benzyloxycarbonyl-L-leucinyl)hydrazide; 
5 1 -N-(N-imidazole acctyl-leuciny I)"amino-3-N-(4-phcnoxy-pheny]-sulfonyl)- 

amino-propan-2-one; or 

2,2 , -N t N-bis-benzyloxycarbonyI-L-leucinylcarbohydrazide; 
or a pharmaceutically acceptable salt thereof. 

10 1 6. A composition comprising cathepsin K in crystalline form. 

17. The composition according to claim 16 wherein cathepsin K has an 
active site cavity formed by the amino acids in Table XXIX. 

15 18. The composition of claim 17 wherein said active site is characterized 

by the coordinates selected from the group consisting of the coordinates of Tables I- 
X. 

19. A cathepsin K crystal. 

20 

20. An isolated, properly folded cathepsin K molecule or fragment 
thereof having a conformation comprising a catalytically active site formed by the 
residues listed in Table XXIX, said active site defined by the protein coordinates of 
Table L 

25 

21. A peptide, peptidomimetic or synthetic molecule which binds with 
the active site cavity of cathepsin K according to claim 17. 

22. A method of identifying an inhibitor compound capable of binding to, 
30 and inhibiting the proteolytic activity of, cathepsin K, said method comprising: 

introducing into a suitable computer program information defining an 
active site conformation of a cathepsin K molecule comprising a catalytically active 
site formed by the residues listed in Table XXIX, said active site defined by the 
protein coordinates of Table I, wherein said program displays the three-dimensional 
35 structure thereof; 
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creating a three dimensional representation of the active site cavity in 
said computer program; 

displaying and superimposing the model of said test compound on the 
model of said active site; 
5 assessing whether said test compound model fits spatially into the 

active site; 

preparing said test compound that fits spatially into the active site; 

using said test compound in a biological assay for a protease 
characterized by said active site; and 
10 determining whether said test compound inhibits cathepsin K activity 

in said assay. 

23. A peptide, peptidomimetic or synthetic molecule identified by the 
method of Claim 22. 

15 

24. A method of drug design comprising using the structural coordinates 
of a cathepsin K crystal to computationally evaluate a chemical entity for associating 
with the active site of cathepsin K. 

20 25. The method according to claim 24, wherein said entity is a 

competitive or non-competitive inhibitor of cathepsin K. 

26. A method for identifying inhibitors which competitively bind to the 
active site of a cathepsin K molecule or fragment thereof characterized by a 
25 catalytically active site formed by the residues listed in Table XXDC, said method 
comprising the steps of: 

providing the coordinates of said active site of the protease to a 
computerized modeling system; 

identifying compounds which will bind to the structure; and 
30 screening the compounds identified for protease inhibitory 

bioactivity. 
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FIGURE 1 

Sequence Comparison Between Cathepsin K anj the Papain 
Superf amily of Cysteine Proteases 

1 50 
**** KWOLKVLLL PWSF. . . -A . LYPEEILDT HWRLWKKTHR KQ. YNHXVDE ISRPXIWEKN UCYISIHNLE ASLCVHTYBL 

KKRLVCVLLV CSSAV. . . .A QLHXDPTLDH HWHLWKKTYG XQ. YKEKNEE AVRRLIWEKN LKPVKLHNLE HSMGMHSYDL 
**** KMPTLIL AAFCLCIASA TLTFDHSLEA QWTXWXAHHN RL.Y.GMNEE GWRRAVWEXN KXMIELHNQE YREGKHSFTM 



Aetinidin KGLPKSFVSM SLLPPSTLLI LSLAFNAKNL TORTNDBVKA MYESWLIKYG KS.YNSLGEW ERRFEIPKBT LRFIDBKNAD . TNRSYKV 

MNA TLPIACAGAW LLCVPVCGAA ELSVMSLEKP HFKSMMSXHR KT.Y.STEEY HHRLQTFASN WKKXHAHN. . . .NGNHTFKM 

**** MWQUCASLCC LLVLANARSR PSFHPVSDEL VNYVNKRNTT WQAGHNFYNV 

"0 150 
CatB AHNHLGCMTS EEWOXMTCL KVPLSHSRSN DTLYIPEHEG RAPDSVDYRX KG. YVTPVKN QGQCGSCWAF SSVGALECQL KKKTCKLL H 
CatB GMNHLGDKTS EEVMSLTSSL RVP.SQWQRN IT. YKSNPNR ILPDSVDWRE KG.CVTEVKY QGSCGAOIAP SAVGALEAQL XLKTGKLVT. 
C * tL AMNAFGDKTS EEPRQVKNGP Q. . .NRKPRK GKVFQEPLPY EAPRSVOHKE KG. YVTPVKN QGQCG5CMAP SATGALEGQM PRKTGRLIS . 

IPEYVDWRQ XG.AVTPVKN QGSCGSCHAP SAWTTEGII KIRTGNLNQ. 

Aetinidin CLHQFADLTD EEFRSTYLGF .TSGSNKTKV SNRYEPRPGQ VLFSYVDMRS AG . AWOIKS QOBCGCCWAF SAIATVECIN KIVTCVLIS. 
CatB ALNQPSOMSP AEXKHK. . . Y LWSEPQNCSA TKSHYLRGTG PYFPSVDWRK KGNFVSPVKN QGACGSCHTP STTGALESAI AIATGKMLS. 
CatB DMSYLKRLCG TFLGGPKPPQ RVMPTEDLKL PASFDAR EQWP QCPTIKBIRO QGSCGSCHAP GAVEAISDRI CIHTKAKVSV 

200 250 

CatB .LSPQNLVDC VSE. . . NDGC GGGYMTNAFO YVQKKRGIDS EOAY pyy GQEESCM YNPTG 

Cat* .LSAGNLVDC STEKYGNKGC NGGFHTTAFO YXXDNKGXDS DASY PYK AMDQKCQ YDSKY 

CatL . LSEQNLVDC SGPQ.GNEGC NGGLMDYAFQ YVQONGGLDS EBSY pyE ATBESCX YNPKY 

Papain .YSEQELLDC DR. .RSY.GC NCGYPWSALQ LVAQY.CIHY RNTY pyE GVQRYCR SRBKG 

Aetinidin .LSEQELIDC GRTQMTR.CC NOGY1TDOFQ FIINNGCINT EENY pyr AQDGECN LDLQN 

CatB .LAEQQLVDC A.QDFNNYGC QGOLPSQAFE YILYNKGIMG BDTY pyg CKDGYCK FQP.G 

CatB EVSAEDLLTC CGSMCG.DGC NGGYFAEANN F. WTRKGLVS GGLYESHVGC RPYSIPPCEH HVNGSRPPCT GEGOTPKC5K ICEPGYSPTY 

300 350 

CatB K.AAKCRGYR EIPECNEKAL KRAVARVCFV SVAXDASLTS FQFYSKCVYY DESC. .NSDN LNHAVLAVGY G. . . . ZQKGN KHWIXKNSMG 

Cat* R. AATCSKYT ELPYGRBOVL KEAVANKGPV SVCVOARHFS FFLYRSGVYY EPSC. . .TQN VNHGVLWGY G DLKCX EYWLVKNSWG 

CatL S.VANDTGFV DIP.KQEKAL MXAVATVGPI SVAIDAGHES FLFYKEGIYF EPDC. .S5ED MDHGVLWGY CFESTESDNN XYWLVKNSHG 

Papain PYAAKTDGVR QVQPYNQGAL LY5ZAN.QPV SWLQAAGKD PQLYRGCIFV GPC. . . .GNK VDHAVAAVCY G p. . . . NYXLIKN5WG 

aetinidin EKYVTXDTYE NVPYNNBNAL QTAVTY . QPV SVALDAAGDA FKHYSSGXFT GPC GTA IDHAVTIVGY G TBCCI DYWTVKNSWD 

CatH KAIGFVKDVA NITIYDEEAH VEAVALYNFV SFAFEVTQD. FMMYRTGIYS STSCKKTPDK VNHAVLAVCY G EKNGI PYWXVKNSWG 

CatB KQOKHYGYNS YSVSKSEKDI MAEIYKNGPV EGAPSV.YSD FLLYKSGVYQ HVTCEMHG . . .GHAIRILGW G VENGT PYWLVANSWN 

400 430 

CatB ENWGNKGYIL KARNXNNA. . .CGIANLASF PKM 

CatB KNFGEEGYIR MARNKGKH. . .CGIASFPSY PEI 

CatL EEMSKGGYVK MAKDRRNH. . .CGIASAASY PTV 

Papain TGWGENGYIR IKRGTCNSYG VCGLYT5SFY PVXN 

aetinidin TTWGEEGYHR XLRNVGGA.C TCGIATMPSY PVKYNNQNHP KPYSSLINPP AFSKSKDCPV GVDDGQRYSA 

CatB PQWGHNGYFL IERGKN. . . . MCGLAACASY PIPLV 

CatB TDWGDNGFFX ILRGQOHCGI ESEWAGX PR TDQYWEKI 




Human Cathepsin K 
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FIGURE 3 




Human Cathepsin K E-64 



WO 97/16177 



PCT/US96/17512 



5/23 



Figure 4b 




Stereo View 
Cathepsin K Active Site 
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FIGURE 5a 
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FIGURE 5b 




Inhibitor = 



3(S)-3-[(N-benzyloxycarbonyl)-L-leucinyl]amino-5-mcthyl-l-(l- 
propoxy)-2-hexanone 
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bis-(cbz-leucinyl)- 1 3-diamino-propan-2-one 
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FIGURE 7a 




Inhibitor = 2,2'-N,N , -bis-ben2yloxycarbonyl-L-leucinyIcarbohydra2ide 
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Inhibitor = 2^ , -N,N t -bis-benzyloxycart>onyl-L-leucinylcarbohydrazide 
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/ 



Inhibitor = (lS)-N-[2-[(l-benzyloxycarbonylanuno)-3-methylbutylJthiazol-4- 
ylcarbonylJ-N-CN-ben^ 
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FIGURE 8b 




Inhibitors (lS)-N-[2-[(l-benzyloxycarbonylamino)-3-methylbutyl]thiazol-4- 
ylcarbonyl]-N'-(N-benzy]oxycaibonyl-L-leucinyl)hydrazide 
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FIGURE 9a 




Inhibitor = 2-[N-(3-benzyloxyben2oyl)]-2 , -[N , -(N-bcii2yloxycarbonyl-L- 
leucinyl)]carbohydrazide 
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Inhibitor = 2-[N-(3-benzyloxybcnzoyl)]-2-[N , -(N-ben2yloxycarbonyl-L- 
leucinyI)]carbohydrazide 
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FIGURE 10a 




Inhibitor = 4-[N-[(phenylmethoxy)carbonyl]-L-lcucyl]-l-[N- 
[(phenylmethoxy)carbonyI]-L-leucyl]-3-pyrrolidinone 
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FIGURE 10b 




Inhibitor = 4-IN-[(phcnylmethoxy)carbonyl]-L-lcucyl]-l-[N 
[(phenylmethoxy)carbonyl]-L-leucyl]-3-pynolidinone 




Inhibitor = 4-[N-[(4-pyridylmethoxy)carbonyl]-L-lcucyl]-l-[N- 
[(phcnylmethoxy)carbonyl]-L-leucyl]-3-pynolidinone 
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FIGURE lib 




Inhibitor = 4-[N-[(4-pyridylmcthoxy)carbonyl]-L-Ieucyl]-l-[N- 
[(phenyimethoxy)carbonyl]-L-IeucyI]-3-pyirolidinone 
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FIGURE 12a 




Inhibitor = 4-fN-[(phenylmethoxy)carbonyl]-L-IeucyI]-l-N[N-(methyI)-L- 

leucyl)]-3-pynolidinone 
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FIGURE 12b 




Inhibitor = 4-[N-[(phenylmeihoxy)carbonyl]-L-leucyl]-l-N[N-(incthyl)-L- 

leucyl)]-3-pyrrolidinone 
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FIGURE 13a 




Inhibitor = 1 -N-(N-imidazole acctyl-leucinyl)-amino-3-N-(4-phcnoxy-phcnyl- 
sulfonyl)-amino-propan-2-one 
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FIGURE 13b 




Inhibitor =l-N-(N-imidazole acctyl-lcucinyI)-amino-3-N-(4-phenoxy-phenyl- 
sulfonyl)-amino-propan-2-one 
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